


April 1996 ISSN 0009-2614 


CHEMICAL 
PHYSICS 
LETTERS 


Editors: DAVID BUCKINGHAM 
DAVID KING 


AHMED ZEWAIL 


MASTER INDEX VOLUMES 241-250 
JULY 1995 —- MARCH 1996 





EDITORS: A.D. BUCKINGHAM, D.A. KING, A.H, ZEWAIL 
Assistant Editor: Dr. R. Kobayashi, Cambridge, UK 


FOUNDING EDITORS: G.J. HOYTINK, L. JANSEN 
FORMER EDITORS: R.B. BERNSTEIN, D.A. SHIRLEY, R.N. ZARE 


ADVISORY EDITORIAL BOARD 


Australia 


B.J. ORR, Sydney 


Canada 

P.A. HACKETT, Ottawa 

J.W. HEPBURN, Waterloo 
C.A. McDOWELL, Vancouver 


Czech Republic 
Z. HERMAN, Prague 


Denmark 
F. BESENBACHER, Aarhus 
J.K. NORSKOV, Lyngby 


France 

E. CLEMENTI, Strasbourg 
J. DURUP, Toulouse 

J.-M. LEHN, Strasbourg 
J.-L. MARTIN, Palaiseau 
B. SOEP, Orsay 


Germany 

R. AHLRICHS, Karlsruhe 
V.E. BONDYBEY, Garching 
L.S. CEDERBAUM, Heidelberg 
G. ERTL, Berlin 

G. GERBER, Wirzburg 
G.L. HOFACKER, Garching 
D.M. KOLB, Ulm 

J. MANZ, Berlin 

M. PARRINELLO, Stuttgart 
$.D. PEYERIMHOFF, Bonn 
R. SCHINKE, Géttingen 
E.W. SCHLAG, Garching 

J. TROE, Gottingen 

H. WALTHER, Garching 
H.C. WOLF, Stuttgart 


India 
C.N.R. RAO, Bangalore 


Israel 
J. JORTNER, Tel Aviv 
R.D. LEVINE, Jerusalem 


Italy 
V. AQUILANTI, Perugia 


Japan 

H. HAMAGUCHI, Tokyo 
M. ITO, Okazaki 

T. KOBAYASHI, Tokyo 
K. KUCHITSU, Sakado 
H. NAKATSUJI, Kyoto 

K. TANAKA, Tokyo 

K. YOSHIHARA, Okazaki 


People’s Republic of China 
C.-H. ZHANG, Beijing 


Poland 
Z.R. GRABOWSKI, Warsaw 


Russian Federation 

A.L. BUCHACHENKO, Moscow 
V.S. LETOKHOV, Troitzk 

Yu.N. MOLIN, Novosibirsk 


Spain 
A. GONZALEZ URENA, Madrid 


Sweden 
P.E.M. SIEGBAHN, Stockholm 
V. SUNDSTROM, Lund 


Switzerland 

M. CHERGUI, Lausanne-Dorigny 
R.R. ERNST, Zurich 

M. QUACK, Zurich 


Taiwan, ROC 
Y.T. LEE, Taipei 


The Netherlands 

AJ. HOFF, Leiden 

A.W. KLEYN, Amsterdam 
D.A. WIERSMA, Groningen 


United Kingdom 

M.N.R. ASHFOLD, Bristol 
G.S. BEDDARD, Manchester 
M.S. CHILD, Oxford 

D.C. CLARY, London 


R. FREEMAN, Cambridge 
R.H. FRIEND, Cambridge 
N.C. HANDY, Cambridge 
A.C. LEGON, Exeter 

R.M. LYNDEN-BELL, Belfast 
J.P. SIMONS, Oxford 

1.W.M. SMITH, Birmingham 


USA 

P. AVOURIS, Yorktown Heights, NY 
AJ. BARD, Austin, TX 

A.W. CASTLEMAN Jr., University Park, PA 
Y. CHABAL, Murray Hill, NJ 

D. CHANDLER, Berkeley, CA 

F.F. CRIM, Madison, WI 

A. DALGARNO, Cambridge, MA 
P.M. DEHMER, Argonne, IL 

C.E. DYKSTRA, Indianapolis, IN 

K.B. EISENTHAL, New York, NY 
M.A. EL-SAYED, Atlanta, GA 

M.D. FAYER, Stanford, CA 

G.R. FLEMING, Chicago, Il 

D.W. GOODMAN, College Station, NY 
R.M. HOCHSTRASSER, Philadelphia, PA 
J.L. KINSEY, Houston, TX 

S.R. LEONE, Boulder, CO 

C.M. LIEBER, Cambridge, MA 

W.C. LINEBERGER, Boulder, CO 
B.V. McKOY, Pasadena, CA 

W.H. MILLER, Berkeley, CA 

K. MOROKUMA, Atlanta, GA 

S. MUKAMEL, Rochester, NY 

A. PINES, Berkeley, CA 

A.R. RAVISHANKARA, Boulder, CO 
S.A. RICE, Chicago, IL 

P.J. ROSSKY, Austin, TX 

R.J. SAYKALLY, Berkeley, CA 

H.F. SCHAEFER III, Athens, GA 

G.C. SCHATZ, Evanston, IL 

R.E. SMALLEY, Houston, TX 

W.C. STWALLEY, Storrs, CT 

D.G. TRUHLAR, Minneapolis, MN 
J.J. VALENTINI, New York, NY 

C. WITTIG, Los Angeles, CA 

P.G. WOLYNES, Urbana, Il 

R.N. ZARE, Stanford, CA 


Contributions should, preferably, be sent to a member of the Advisory Editorial Board (addresses are given in the first issue of each volume) who is familiar with 
the research reported, or to one of the Editors 


A.D. BUCKINGHAM A.H. ZEWAIL 

D.A. KING Editor of Chemical Physics Letters 

Editor of Chemical Physics Letters A.A. Noyes Laboratory of Chemical Physics 
University Chemical Laboratory California Institute of Technology 

Lensfield Road Mail Code 127-72 

Cambridge CB2 IEW, UK Pasadena, CA 91125, USA 

FAX 44-1223-336362 FAX 1-818-4050454 


After acceptance of the paper for publication, all further correspondence should be sent to the publishers (Ms. S.A. Hallink, Editorial Department, Chemistry & 
Chemical Engineering Department, P.O. Box 330, 1000 AH Amsterdam, The Netherlands; telephone 31-20-4852664, FAX 31-20-4852775, telex 10704 espom 
nl, electronic mail X400: C=NL; A= 400NET; P=SURF, O=ELSEVIER; S=HALLINK, I=S or RFC822: S. HALLINK@ELSEVIER.NL) 


Chemical Physics Letters (ISSN 0009-2614). For 1996, volumes 246-263 are scheduled for publication. Subscription prices are available upon request from the 
publisher. Subscriptions are accepted on a prepaid basis only and are entered on a calendar year basis. Issues are sent by surface mail except to the following 
countries where air delivery via SAL is ensured: Argentina, Australia, Brazil, Canada, Hong Kong, India, Israel, Japan, Malaysia, Mexico, New Zealand, 
Pakistan, PR China, Singapore, South Africa, South Korea, Taiwan, Thailand, USA. For all other countries airmail rates are available upon request. Claims for 
missing issues must be made within six months of our publication (mailing) date. Please address all your requests regarding orders and subscription queries to 
Elsevier Science B.V., Journal Department, P.O. Box 211, 1000 AE Amsterdam, The Netherlands. Tel.: 31-20-4853642, fax: 31-20-4853598 


US mailing notice — Chemical Physics Letters (ISSN 0009-2614) is published weekly by Elsevier Science B.V., Molenwerf 1, P.O. Box 211, 1000 AE 
Amsterdam. Annual subscription price in the USA US$ 6915.00, including air speed delivery, valid in North, Central and South America only. Second class 
postage paid at Jamaica, NY 11431. USA POSTMASTERS: Send address changes to Chemical Physics Letters, Publications Expediting, Inc., 200 Meacham 
Avenue, Elmont, NY 11003. Airfreight and mailing in the USA by Publication Expediting 

Printed in The Netherlands 


Published weekly Library of Congress Catalog Card Number 68-26532 





KEY GUIDELINES FOR AUTHORS 


All manuscripts require an abstract which should be informative and not exceed 100 words. 

The total number of references should not exceed 35; multiple references (containing more than one 
paper) should be avoided. 

The number of figures should not exceed 5 normal-sized figures. 

The manuscript should normally not exceed the equivalent of 2500 words including text, tables and 
figure captions (approximately 12 double-spaced pages). 

Authors are encouraged to submit a disk with an electronic file exactly matching the hard copy of 
their manuscript. 

Manuscripts should be sent to one of the editors or preferably to a member of the Advisory Editorial 
Board who is familiar with the research field. When submitting to an editor, authors are urged to sug- 
gest the names of three appropriate referees. 


The complete Instructions to Authors are on the last pages of each volume. 





EDITORS: A.D. BUCKINGHAM, D.A. KING, A.H, ZEWAIL 
Assistant Editor: Dr. R. Kobayashi, Cambridge, UK 


FOUNDING EDITORS: GJ. HOYTINK, L. JANSEN 
FORMER EDITORS: R.B. BERNSTEIN, D.A. SHIRLEY, R.N. ZARE 


ADVISORY EDITORIAL BOARD 


Australia 


BJ. ORR, Sydney 


Canada 

P.A. HACKETT, Ottawa 

J.W. HEPBURN, Waterloo 
C.A. McDOWELL, Vancouver 


Czech Republic 
Z. HERMAN, Prague 


Denmark 
F. BESENBACHER, Aarhus 
J.K. NORSKOV, Lyngby 


France 

E. CLEMENTI, Strasbourg 
J. DURUP, Toulouse 

J.-M. LEHN, Strasbourg 
J.-L. MARTIN, Palaiseau 
B. SOEP, Orsay 


Germany 
R. AHLRICHS, Karlsruhe 
V.E. BONDYBEY, Garching 


L.S. CEDERBAUM, Heidelberg 


G. ERTL, Berlin 

G. GERBER, Wirzburg 

G.L. HOFACKER, Garching 
D.M. KOLB, Ulm 

J. MANZ, Berlin 

M. PARRINELLO, Stuttgart 
S.D. PEYERIMHOFF, Bonn 
R. SCHINKE, Gottingen 
E.W. SCHLAG, Garching 

J. TROE, Gottingen 

H. WALTHER, Garching 
H.C. WOLF, Stuttgart 


India 
C.N.R. RAO, Bangalore 


Israel 
J. JORTNER, Tel Aviv 
R.D. LEVINE, Jerusalem 


Italy 
V. AQUILANTI, Perugia 


Japan 

H. HAMAGUCHI, Tokyo 
M. ITO, Okazaki 

T. KOBAYASHI, Tokyo 

K. KUCHITSU, Sakado 
H. NAKATSUIJI, Kyoto 

K. TANAKA, Tokyo 

K. YOSHIHARA, Okazaki 


People's Republic of China 
C.-H. ZHANG, Beijing 


Poland 
ZR. GRABOWSKI, Warsaw 


Russian Federation 


A.L. BUCHACHENKO, Moscow 


V.S. LETOKHOYV, Troitzk 
Yu.N. MOLIN, Novosibirsk 


Spain 


A. GONZALEZ URENA, Madrid 


Sweden 


P.E.M. SIEGBAHN, Stockholm 


V. SUNDSTROM, Lund 


Switzerland 


M. CHERGUI, Lausanne-Dorigny 


R.R. ERNST, Zurich 
M. QUACK, Zurich 


Taiwan, ROC 
Y.T. LEE, Taipei 


The Netherlands 

AJ. HOFF, Leiden 

A.W. KLEYN, Amsterdam 
D.A. WIERSMA, Groningen 


United Kingdom 

M.N.R. ASHFOLD, Bristol 
G.S. BEDDARD, Manchester 
M.S. CHILD, Oxford 

D.C. CLARY, London 


R. FREEMAN, Cambridge 
R.H. FRIEND, Cambridge 
N.C. HANDY, Cambridge 
A.C. LEGON, Exeter 

R.M. LYNDEN-BELL, Belfast 
J.P. SIMONS, Oxford 

1.W.M. SMITH, Birmingham 


USA 


P. AVOURIS, Yorktown Heights, NY 


AJ. BARD, Austin, TX 


A.W. CASTLEMAN Jr., University Park, PA 


Y. CHABAL, Murray Hill, NJ 
D. CHANDLER, Berkeley, CA 
FF. CRIM, Madison, WI 


A. DALGARNO, Cambridge, MA 


P.M. DEHMER, Argonne, IL 
C.E. DYKSTRA, Indianapolis, IN 


K.B. EISENTHAL, New York, NY 


M.A. EL-SAYED, Atlanta, GA 
M.D. FAYER, Stanford, CA 
G.R. FLEMING, Chicago, IL 


D.W. GOODMAN, College Station, NY 
R.M. HOCHSTRASSER, Philadelphia, PA 


J.L. KINSEY, Houston, TX 
S.R. LEONE, Boulder, CO 
C.M. LIEBER, Cambridge, MA 


W.C. LINEBERGER, Boulder, CO 


B.V. McKOY, Pasadena, CA 
W.H. MILLER, Berkeley, CA 
K. MOROKUMA, Adlanta, GA 
S. MUKAMEL, Rochester, NY 
A. PINES, Berkeley, CA 


A.R. RAVISHANKARA, Boulder, CO 


S.A. RICE, Chicago, Il 

PJ. ROSSKY, Austin, TX 

RJ. SAYKALLY, Berkeley, CA 
H.F. SCHAEFER Ill, Athens, GA 
G.C. SCHATZ, Evanston, il 
R.E. SMALLEY, Houston, TX 
W.C. STWALLEY, Storrs, CT 


D.G. TRUHLAR, Minneapolis, MN 


JJ. VALENTINI, New York, NY 
C. WITTIG, Los Angeles, CA 
P.G. WOLYNES, Urbana, IL 
R.N. ZARE, Stanford, CA 





CHEMICAL PHYSICS 
LETTERS 


Editors 
DAVID BUCKINGHAM, Cambridge 
DAVID KING, Cambridge 


AHMED ZEWAIL, Pasadena 


MASTER INDEX VOLUMES 241-250 
JULY 1995 — MARCH 1996 


ELSEVIER 


Amsterdam — Lausanne — New York — Oxford — Shannon — Tokyo 





© 1996 Elsevier Science B.V. All rights reserved 


No part of this publication may be reproduced, stored in a retrieval system or transmitted in any form or by any 
means, electronic, mechanical, photocopying, recording or otherwise, without the prior written permission of the 
publisher, Elsevier Science B.V., Copyright and Permissions Department, P.O. Box 521, 1000 AM Amsterdam, The 
Netherlands. 

Upon acceptance of an article by the journal, the author(s) will be asked to transfer copyright of the article to the 
publisher. This transfer will ensure the widest possible dissemination of information. 

Special regulations for readers in the USA — This journal has been registered with the Copyright Clearance 
Center, Inc. Consent is given for copying of articles for personal or internal use, or for the personal use of spe- 
cific clients. This consent is given on the condition that the copier pays through the Center the per-copy fee stat- 
ed in the code on the first page of each article for copying beyond that permitted by Sections 107 or 108 of the 
US Copyright Law. The appropriate fee should be forwarded with a copy of the first page of the article to the 
Copyright Clearance Center, Inc., 222 Rosewood Drive, Danvers, MA 01923, USA. If no code appears in an arti- 
cle, the author has not given broad consent to copy and permission to copy must be abtained directly from the 
author. The fee indicated on the first page of an article in this issue will apply retroactively to all articles pub- 
lished in the journal, regardless of the year of publication. This consent does not extend to other kinds of copying, 
such as for general distribution, resale, advertising and promotion purposes, or for creating new collective works. 
Special written permission must be obtained from the publisher for such copying. 

No responsibility is assumed by the publisher for any injury and/or damage to persons or property as a matter of 
products liability, negligence or otherwise, or from any use or operation of any methods, products, instructions or 
ideas contained in the material herein. 

Although all advertising material is expected to conform to ethical standards, inclusion in this publication does 
not constitute a guarantee or endorsement of the quality or value of such product or of the claims made of it by 
its manufacturer. 


© The paper used in this publication meets the requirements of ANSI/NISO Z39.48-1992 
(Permanence of Paper). 


PRINTED IN THE NETHERLANDS 





CHEMICAL 
PHYSICS 
LETTERS 


Chemical Physics Letters 241-250 (1996) v—x 


List of advisory editors 


Professor Dr. R. Ahlrichs, Lehrstuhl fiir Theoretische Chemie, Universitat Karlsruhe, D-76128 Karlsruhe, 
Germany. FAX 49-721-6084856 


Professor V. Aquilanti, Dipartimento di Chimica dell’Universita, via Elce di Sotto 8, 06100 Perugia, Italy. 
FAX 39-75-5855606 


Professor M.N.R. Ashfold, School of Chemistry, University of Bristol, Cantock’s Close, Bristol BS8 1TS, UK. 
FAX 44-117-9250612 


Dr. P. Avouris, IBM Research Division, T.J. Watson Research Center, P.O. Box 218, Route 134, Yorktown 
Heights, NY 10598, USA. FAX 1-914-9452141 


Professor A.J. Bard, Hackerman/ Welch Regents Chair in Chemistry, Department of Chemistry, The University 
of Texas at Austin, Austin, TX 78712-1167, USA. FAX 1-512-4710088 


Dr. G.S. Beddard, Department of Chemistry, The University, Manchester M13 9PL, UK. FAX 44-161-2754598 


Professor F. Besenbacher, Institute of Physics and Astronomy, University of Aarhus, DK-8000 Aarhus, 
Denmark. FAX 45-86-120740 


Professor Dr. V.E. Bondybey, Institut fiir Physikalische und Theoretische Chemie der Technischen Universitat 
Miinchen, Lichtenbergstrasse 4, D-85748 Garching near Munich, Germany. FAX 49-89-32092727 


Professor A.L. Buchachenko, N.N. Semenov Institute of Chemical Physics, Russian Academy of Sciences, 
Ulitsa Kosygina 4, 117334 Moscow, Russian Federation. FAX 7-095-9382156 


Professor A.W. Castleman Jr., Department of Chemistry, Pennsylvania State University, 152 Davey Laboratory, 
University Park, PA 16802, USA. FAX 1-814-8655235 


Professor L.S. Cederbaum, Theoretische Chemie, Institut fir Physikalische Chemie, Universitat Heidelberg, 
Im Neuenheimer Feld 253, D-69120 Heidelberg, Germany. FAX 49-6221-565221 


Dr. Y. Chabal, AT&T Bell Laboratories, Room 1C-462, Murray Hill, NJ 07974-2070, USA. FAX 1-908- 
5823901 


Professor D. Chandler, Department of Chemistry, University of California, Berkeley, CA 94720, USA. FAX 
1-510-6428369 


Professor M. Chergui, Institut de Physique Experimentale, Université de Lausanne, BSP, CH-1015 Lausanne- 
Dorigny, Switzerland. FAX 41-21-6923635 





vi List of advisory editors 


Professor M.S. Child, Physical and Theoretical Chemistry Laboratory, University of Oxford, 5 South Parks 
Road, Oxford OX1 3UB, UK. FAX 44-1865-275410 


Professor D.C. Clary, Department of Chemistry, University College London, London WC1H OAJ, UK. FAX 44- 
171-380-7463 


Professor E. Clementi, Laboratoire M.E.T.E.C.C., Institut de Physique, Université Louis Pasteur, 3 rue de 
l’Université, 67084 Strasbourg Cedex, France, FAX 33-88-358191 


Professor F.F. Crim, Department of Chemistry, University of Wisconsin at Madison, 1101 University Avenue, 
Madison, WI 53706, USA. FAX 1-608-2629918 


Professor A. Dalgarno, F.R.S., Harvard College Observatory and Smithsonian Astrophysical Observatory, 
60 Garden Street, Cambridge, MA 02138, USA. FAX 1-617-4955970 


Dr. P.M. Dehmer, Argonne National Laboratory, Building 203-B161, Argonne, IL 60439, USA. FAX 1-708- 
2527415 


Professor J. Durup, IRSAMC, 118, route de Narbonne, 31062 Toulouse, France. FAX 33-61-556065 


Professor C.E. Dykstra, Department of Chemistry, School of Science, IUPUI, 402 N. Blackford Street, 
Indianapolis, IN 46205, USA. FAX 1-317-2744701 


Professor K.B. Eisenthal, Department of Chemistry, Columbia University, Havemeyer Hall, 116th Street and 
Broadway, New York, NY 10027, USA. FAX 1-212-9321289 


Professor M.A. El-Sayed, School of Chemistry and Biochemistry, Georgia Institute of Technology, Atlanta, 
GA 30332-0400, USA. FAX 1-404-8940294 


Professor Dr. R.R. Ernst, Laboratorium fiir Physikalische Chemie, ETH Zentrum, CH-8092 Zurich, Switzerland. 
FAX 41-1-2523402 


Professor Dr. G. Ertl, Department of Physical Chemistry, Fritz-Haber Institut der Max-Planck Gesellschaft, 
Faradayweg 4-6, D-14195 Berlin (Dahlem), Germany. FAX 49-308-305520 


Professor M.D. Fayer, Department of Chemistry, Stanford University, Stanford, CA 94305, USA. FAX 1-415- 
7250259 


Professor G.R. Fleming, Department of Chemistry, University of Chicago, 5735 South Ellis Avenue, Chicago, 
IL 60637, USA. FAX 1-312-7020805 


Professor R. Freeman, Department of Chemistry, University of Cambridge, Lensfield Road, Cambridge CB2 
IEW, UK. FAX 44-1223-336362 


Dr. R.H. Friend, F.R.S., Cavendish Laboratory, University of Cambridge, Madingley Road, Cambridge CB3 
OHE, UK. FAX 44-1223-63263 


Professor G. Gerber, Physikalisch Institut der Universitat Wiirzburg, Am Hubland, D-97074 Wiirzburg, Ger- 
many. FAX 49-931-8884906 


Professor A. Gonzalez Urefia, Instituto Pluridisciplinar, Juan XXIII-1, Universidad Complutense, 28040 Madrid, 
Spain. FAX 34-1-3943265 





List of advisory editors vii 


Professor D.W. Goodman, Department of Chemistry, Texas A & M University, College Station, TX 77843-3255, 
USA. FAX 1-409-8456822 


Professor Dr. Z.R. Grabowski, Institute of Physical Chemistry, Polish Academy of Sciences, Kasprzaka 44, 
01-224 Warsaw, Poland. FAX 48-39-120238 


Professor P.A. Hackett, Steacie Institute for Molecular Sciences, National Research Council of Canada, Ottawa, 
Canada K1A OR6. FAX 1-613-9545242 


Professor H. Hamaguchi, Department of Basic Science, Graduate School of Multidisciplinary Sciences, 
The University of Tokyo, Komaba, Meguro, Tokyo 153, Japan. FAX 81-3-3485-2904 


Professor N.C. Handy, F.R.S., University Chemical Laboratory, Lensfield Road, Cambridge CB2 IEW, UK. 
FAX 44-1223-336362 


Professor J.W. Hepburn, Department of Chemistry, University of Waterloo, Waterloo, Ontario, Canada 
N2L 3G1. FAX 1-519-7460435 


Dr. Z. Herman, J. Heyrovsky Institute of Physical Chemistry and Electrochemistry, Academy of Sciences of the 
Czech Republic, DolcjSkova 3, 182 23 Prague 8, Czech Republic. FAX 42-2-8582307 


Professor R.M. Hochstrasser, Department of Chemistry/D5, University of Pennsylvania, Philadelphia, 
PA 19104, USA. FAX 1-215-8980590 


Professor Dr. G.L. Hofacker, Lehrstuhl fiir Theoretische Chemie, Technische Universitat Miinchen, Lichtenberg- 
strasse 4, D-85747 Garching near Munich, Germany. FAX 49-89-32093622 


Professor Dr. A.J. Hoff, Department of Biophysics, Huygens Laboratorium, Rijksuniversiteit te Leiden, 
Postbus 9504, 2300 RA Leiden, The Netherlands. FAX 31-71-275819 


Professor M. Ito, Institute for Molecular Science, Myodaiji, Okazaki 444, Japan. FAX 81-564-542254 


Professor J. Jortner, Institute of Chemistry, Tel-Aviv University, 61390 Ramat Aviv, Tel Aviv, Israel. 
FAX 972-3-6415054 


Professor J.L. Kinsey, Dean and D.R. Bullard-Welch Foundation Professor of Science, Wiess School of Natural 
Sciences, Rice University, P.O. Box 1892, Houston, TX 77251, USA. FAX 1-713-2855401 


Professor A.W. Kleyn, FOM-Instituut voor Atoom- en Molekuulfysica, Kruislaan 407, 1098 SJ Amsterdam, 
The Netherlands. FAX 31-20-6684106 


Professor T. Kobayashi, Department of Physics, Faculty of Science, University of Tokyo, 7-3-1 Hongo, 
Bunkyo ku, Tokyo 113, Japan. FAX 81-3-38187812 


Professor Dr. D.M. Kolb, Abt. Elektrochemie, Universitat Ulm, D-89069 Ulm, Germany. FAX 49-731-5025409 


Professor K. Kuchitsu, Department of Chemistry, Josai University, Keyakidai, Sakado 350-02, Japan. FAX 
81-492-717985 


Professor Y.T. Lee, Academia Sinica, Taipei 11529, Taiwan, ROC. FAX 886-2-7853852 





viii List of advisory editors 


Professor A.C. Legon, Department of Chemistry, University of Exeter, Stocker Road, Exeter EX4 4QD, UK. 
FAX 44-1392-263434 


Professor J.-M. Lehn, Laboratoire de Chimie Supramoleculaire, Université Louis Pasteur, 4, rue Blaise Pascal, 
67000 Strasbourg, France. FAX 33-88-41 1020 


Professor S.R. Leone, Division of Chemistry, Join Institute for Laboratory Astrophysics, Campus Box 440, 
University of Colorado, Boulder, CO 80309, USA. FAX 1-303-4925235 


Professor V.S. Letokhov, Institute of Spectroscopy, Russian Academy of Sciences, 142092 Troitzk, Moscow 
Region, Russian Federation 


Professor R.D. Levine, Department of Physical Chemistry, The Hebrew University of Jerusalem, Jerusalem 
91904, Israel. FAX 972-2-513742 


Professor C.M. Lieber, Department of Chemistry, Harvard University, 12 Oxford Street, Cambridge, MA 02138, 
USA. FAX 1-617-4965442 


Professor W.C. Lineberger, Department of Chemistry and JILA, Box 440, University of Colorado, Boulder, 
CO 80309, USA. FAX 1-303-4928994 


Dr. R.M. Lynden-Bell, School of Mathematics and Physics, The Queen’s University, Belfast BT7 INN, 
Northern Ireland, UK. Fax 44-1232-239182 


Professor Dr. J. Manz, Fachbereich Chemie, Institut fiir Physikalische und Theoretische Chemie, Freie Universi- 
tat Berlin, Takustrasse 3, D-14195 Berlin, Germany. FAX 49-30-8384792 


Professor J.-L. Martin, Laboratoire d’Optique Appliquée, INSERM U 275, Ecole Polytechnique, CNRS URA 
1406, ENSTA — Centre de |’ Yvette, 91128 Palaiseau, France. FAX 33-1-60106085 


Professor C.A. McDowell, Department of Chemistry, University of British Columbia, 2036 Main Mall, 
Vancouver 8, British Columbia, Canada V6T 1Y6. FAX 1-604-8222847 


Professor B.V. McKoy, Division of Chemistry and Chemical Engineering, The Chemical Laboratories, 
California Institute of Technology, Pasadena, CA 91125, USA. FAX 1-818-5777715 


Professor W.H. Miller, Department of Chemistry, University of California, Berkeley, CA 94720, USA. FAX 
1-510-6428369 


Professor Yu.N. Molin, Institute of Chemical Kinetics and Combustion, Academy of Science, 630090 Novosi- 
birsk, Russian Federation. FAX 7-3832-352350 


Professor K. Morokuma, Department of Chemistry, Emory University, Atlanta, GA 30322, USA. FAX 1-404- 
7276586 


Professor S. Mukamel, Department of Chemistry, University of Rochester, Rochester, NY 14627, USA. FAX 
1-716-4736889 


Professor H. Nakatsuji, Department of Synthetic Chemistry, Faculty of Engineering, Sakyo-Ku, Kyoto 606-01, 
Japan. FAX 81-75-7535910 





List of advisory editors ix 


Professor J.K. Nerskov, Physics Department, Building 307, Technical University of Denmark, DK-2800 
Lyngby, Denmark. FAX 45-45-932399 


Professor B.J. Orr, School of Chemistry, Macquarie University, Sydney, NSW 2109, Australia. FAX 61-2- 
8508313 


Professor M. Parrinello, Max-Planck-Institut fiir Festkorperforschung, HeisenbergstraBe 1, D-70506 Stuttgart, 
Germany. FAX 49-71 1-6891702. 


Professor Dr. $.D. Peyerimhoff, Lehrstuhl fiir Theoretische Chemie der Universitat Bonn, Wegelerstrasse 12, 
D-53115 Bonn 1, Germany. FAX 49-228-732557 


Professor A. Pines, Department of Chemistry, University of California, Berkeley, CA 94720, USA. FAX 1-510- 
6428369 


Professor Dr. M. Quack, Laboratorium fiir Physikalische Chemie, ETH-Zentrum, CH-8092 Zurich, Switzerland. 
FAX 41-1-6321021 


Professor C.N.R. Rao, F.R.S., Solid State and Structural Chemistry Unit, Indian Institute of Science, Bangalore 
560012, India. FAX 91-80-341683 


Dr. A.R. Ravishankara, NOAA, Environmental Laboratories, Mail stop R/E/ AL2, 325 Broadway, Boulder, CO 
80303-3328, USA. FAX 1-303-4975822 


Professor S.A. Rice, Department of Chemistry, The James Franck Institute, The University of Chicago, 5640 
Ellis Avenue, Chicago, IL 60637, USA. FAX 1-312-7025863 


Professor PJ. Rossky, Department of Chemistry & Biochemistry, University of Texas at Austin, Austin, 
TX 78712-1167, USA. FAX 1-512-4711624 


Professor R.J. Saykally, Department of Chemistry, University of California, Berkeley, CA 94720, USA. FAX 
1-510-6428369 


Professor H.F. Schaefer II], Center for Computational Quantum Chemistry, University of Georgia, Athens, 
GA 30602, USA. FAX 1-404-5420406 


Professor G.C. Schatz, Department of Chemistry, Northwestern University, 2145 Sheridan Road, Evanston, 
IL 60208, USA. FAX 1-708-4672447 


Dr. R. Schinke, Max-Planck Institut fir Str6mungsforschung, Postfach 2853, D-37073 Gdttingen, Germany. 
FAX 49-551-7092607 


Professor E.W. Schlag, Lehrstuhl fir Physikalische Chemie I, Technische Universitat Miinchen, Lichtenberg- 
strasse 4, D-85747 Garching near Munich, Germany. FAX 49-89-32093389 


Professor P.E.M. Siegbahn, Stockholms Universitet, Fysikum, Vanadisvagen 9, S-113 46 Stockholm, Sweden. 
FAX 46-8-347817 


Professor J.P. Simons, F.R.S., Physical Chemistry Laboratory, University of Oxford, South Parks Road, Oxford 
OX1 3QZ, UK. FAX 44-1865-275410 





x List of advisory editors 


Professor R.E. Smalley, Department of Chemistry, Rice University, Houston, TX 77001, USA. FAX 1-713- 
2855155 


Professor I1.W.M. Smith, Department of Chemistry, University of Birmingham, Edgbaston, Birmingham B15 
2TT, UK. FAX 44-121-4144403 


Dr. B. Soep, Laboratoire de Photophysique Moléculaire, Batiment 213, Université de Paris Sud, 91405 Orsay, 
France. FAX 33-1-69416777 


Professor W.C. Stwalley, Department of Physics, University of Connecticut, 2152 Hillside Road, U-46, Storrs, 
CT 06269-3046, USA. FAX 1-203-4863346 


Professor V. Sundstrém, Chemical Dynamics and Spectroscopy, Lund University, P.O. Box 124, S-221 00 Lund, 
Sweden. FAX 46-46-104119 


Professor K. Tanaka, The Institute for Solid State Physics, The University of Tokyo, 7-22-1 Roppongi, 
Minatoku, Tokyo 106, Japan. FAX 81-3-34015169 


Professor J. Troe, Institut fiir Physikalische Chemie der Universitat, Tammannstrasse 6, D-37077 Gottingen, 
Germany. FAX 49-551-393144 


Professor D.G. Truhlar, Department of Chemistry, University of Minnesota, Minneapolis, MN 55455, USA. 
FAX 1-612-6269390 


Professor J.J. Valentini, Department of Chemistry, Columbia University, New York, NY 10027, USA. FAX 
1-212-9321289 


Professor H. Walther, Max-Planck-Institut fiir Quantenoptik, Ludwig-Prandtl-Strasse 10, D-85748 Garching, 
Germany. FAX 49-89-32905710 


Professor D.A. Wiersma, Department of Chemistry, Ultrafast Laser and Spectroscopy Laboratory, University of 
Groningen, Nijenborgh 4, 9747 AG Groningen, The Netherlands. FAX 31-50-634441 


Professor C. Wittig, Department of Chemistry, University of Southern California, Los Angeles, CA 90089, USA. 
FAX 1-213-7402701 


Professor Dr. H.C. Wolf, Physikalisches Institut der Universitat, Pfaffenwaldring 57, D-70550 Stuttgart 80, 
Germany. FAX 49-71 1-6855281 


Dr. P.G. Wolynes, University of Illinois, School of Chemical Sciences, 505 South Mathews Avenue, Urbana, 
IL 61801, USA. FAX 1-217-2448068 


Professor K. Yoshihara, Institute for Molecular Science, Okazaki 444, Japan. FAX 81-564-542254 


Professor R.N. Zare, Department of Chemistry, Stanford University, Stanford, CA 94305, USA. FAX 1-415- 
7250259 


Professor C.-H. Zhang, National Natural Science Foundation of China, 35 Huayuan Beilu, East Gate, Haidian 
District, Beijing 100083, People’s Republic of China. FAX 86-1-2010306 





April 1996 


CHEMICAL 
PHYSICS 
LETTERS 


) 


a BATS) 
ELSEVIER Chemical Physics Letters 241-250 (1996) 1-83 


Author index to volumes 241—250 


Abbouti Temsamani, M., see Campargue, A. 242 (1995) 101 
Abe, J., K. Matsuda, M. Taka and Y. Shirai, Enhancement of photosensitivity in the 

alcohol-added ferroin-catalyzed Belousov—Zhabotinsky reaction system 245 (1995) 281 
Aberg, U., see Yartsev, A. 243 (1995) 281 
Abouaf, R., J. Pommier and A. Asal, Electronic excitation of C,. in the gas phase by 

electron energy loss spectroscopy 242 (1995) 184 
Abraham, E., see Oberlé, J. 241 (1995) 281 
Achiwa, N., see Mukai, K. 241 (1995) 618 
Adachi, H., see Nakamatsu, H. 247 (1995) 168 
Adamo, C. and F. Lelj, Transition metal monocarbony!ls in the first excited electronic state. 

A hybrid density functional study 246 (1995) 463 
Adamo, C., see Barone, V. 241 (1995) 1 
Adamo, C., see Barone, V. 242 (1995) 351 
Adamo, C., see Barone, V. 246 (1995) 53 
Adamo, C., see Barone, V. 249 (1996) 290 
Adamowicz, L., see Sun, M.-L. 246 (1995) 66 
Adamowicz, L., see Gutsev, G.L. 246 (1995) 245 
Adams, G.B., see Fox, J.R. 249 (1996) 195 
Adcock, W., M.J. Brunger, C.I. Clark, I.E. McCarthy, E. Weigold, M.T. Michalewicz, 

D.A. Winkler and W. Von Niessen, Electron momentum spectroscopy of [1.1.1 }propel- 

lane 244 (1995) 433 
Addison-Jones, B., see Percival, P.W. 245 (1995) 90 
Adhikari, S., S.P. Bhattacharyya and P. Dutta, Stability of localized quantum states on the 

top of a barrier and some of its consequences: the specific case of a symmetric double 

well potential 248 (1996) 218 
Adhikari, S.K., see Tomio, L. 241 (1995) 477 
Agafonov, V., see Céolin, R. 244 (1995) 100 
Agmon, N., Grotthuss mechanism 244 (1995) 456 
Agranovich, V.M., G.C. La Rocca and F. Bassani, Nonlinear optical response of charge- 

transfer excitons at donor-acceptor interfaces 247 (1995) 355 
Agreiter, J., A.M. Smith and V.E. Bondybey, Laser-induced fluorescence of matrix-isolated 

C,N; and of C,N; 241 (1995) 317 
Agreiter, J., see Smith, A.M. 244 (1995) 379 
Agren, H., see Norman, P. 242(1995) 7 
Agricole, B., see Ravaine, S. 242 (1995) 478 
Ahlrichs, R., see Eichkorn, K. 242 (1995) 652 
Ahirichs, R., see Sundholm, D. 243 (1995) 264 





2 Author index to volumes 241-250 

Ahmadi, G.R. and J. Almléf, The Coulomb operator in a Gaussian product basis 

Ahmed, K., see Weyh, Th. 

Ahn, K.-H., see Jeoung, S.C. 

Akasaka, T., see Kobayashi, K. 

Akiike, M., K. Tsuji, K. Shibuya and K. Obi, Van der Waals vibrations of NO—methane 
complexes in the A** state 

Akiyama, K., see Tero-Kubota, S. 

Ala-Korpela, M., J. Oja, J. Lounila, J. Jokisaari, M.J. Savolainen and Y.A. Kesaniemi, 
Structural changes of lipoprotein lipids by 'H NMR 

Ala-Korpela, M., see Hyvénen, M. 

Alasia, F., R.A. Broglia, G. Cold and H.E. Roman, Electromagnetic response of quasi- 
spheroidal fullerene C,, 

Alba, M.D., see Cheng, C.-F. 

Albert, K., K.M. Neyman, V.A. Nasluzov, S.Ph. Ruzankin, C. Yeretzian and N. Rosch, On 
the electronic and geometric structure of bimetallic clusters. A comparison of the novel 
cluster Na,Pb to Na, Mg 

Aldén, M., see Ossler, F. 

Alfimov, M.V., see Makhov, D.V. 

Allan, N.L., see Mackrodt, W.C. 

Allara, D.L., see Shi, J. 

Almldf, J., see Challacombe, M. 

Almldf, J., see Cramer, C.J. 

Almlof, J., see Ahmadi, G.R. 

Almléf, J.E., see Assfeld, X. 

Alvarez, J.-L., see Yartsev, A. 

Alvarifio, J.M., L. Cuadrado, M.L. Hernandez and A. Lagana, Recoil opacity function and 
angular momentum transfer across a deep well for heavy heavy—light chemical reactions 

Alvira, E., J.A. Mayoral and J.1. Garcia, A model for the interaction between B-cyclo- 
dextrin and some acrylic esters 

Amano, T., see Xu, Y. 

Amatatsu, Y. and K. Morokuma, A theoretical study on the photochemical reaction of ICN 
in liquid Ar 

Amblard, J., see Keita, B. 

Ameloot, M., see Biasutti, M.A. 

Amiot, C., Analysis of spectra obtained by cold-atom photoassociation spectroscopy: the 
Rb, lg and 0, electronic states up to 100 A 

Amoureux, J.P., see Fernandez, C. 

Ananthavel, S.P., see Salai Cheettu Ammal, S. 

Andersen, T., see Sogaard, J. 

Anderson, D.T., see Davis, S. 

Anderson, L.W., see Childs, M.A. 

Anderson, S.L., see Basir, Y. 

Andersson, K., see Roos, B.O. 

Andersson, M.B. and J.B.C. Pettersson, Vibrational excitation of SF, scattering from 
graphite 

Andersson, S., see Maxwell, A.J. 

André, J.-M., see Champagne, B. 

Andreoni, W., see Onida, G. 


246 (1995) 364 
248 (1996) 442 
241 (1995) 533 
245 (1995) 230 


243 (1995) 89 
249 (1996) 314 


242 (1995) 95 
246 (1995) 300 


247 (1995) 502 
250 (1996) 328 


245 (1995) 671 
250 (1996) 287 
246 (1995) 371 
250 (1996) 66 
246 (1995) 90 
241 (1995) 67 
245 (1995) 165 
246 (1995) 364 
241 (1995) 438 
243 (1995) 281 


241 (1995) 408 


245 (1995) 335 
242 (1995) 126 


245 (1995) 469 
249 (1996) 297 
248 (1996) 13 


241 (1995) 133 
242 (1995) 449 
248 (1996) 153 
241 (1995) 573 
246 (1995) 157 
246 (1995) 567 
243 (1995) 45 
245 (1995) 215 


250 (1996) 555 
247 (1995) 257 
248 (1996) 301 
243 (1995) 183 





Author index to volumes 241-250 


Andreoni, W., see Tornaghi, E. 

Andrews, L., see Hannachi, Y. 

Anglada, J.M. and J.M. Bofill, Practical remarks on the selection of the active space in the 
CAS-SCF wavefunction 

Angyan, J., see Csonka, G.I. 

Angyan, J.G., Choosing between alternative MP2 algorithms in the self-consistent reaction 
field theory of solvent effects 

Anh, N., see Csonka, G.I. 

Annaji Rao, K., see Pushpa, K.K. 

Anthony, T.R., see Percival, P.W. 

Anttila, R., see Paso, R. 

Aoiz, F.J. and L. Bafiares, Effect of reagent vibrational excitation on the dynamics of the 
Cl + HD — HCKDCI) + D(H) reaction 

Aoki, K., K. Hashimoto, S. Ikuta and O. Nomura, Ab initio MO study of the geometries 
and energetics of the C,H™ anion 

Apkarian, V.A., see Danilychev, A.V. 

Appignanesi, G., see Fernandez, A. 

Apponi, A.J., see Nuccio, B.P. 

Apra, E., see Kutteh, R. 

Aquino, A.J.A. and P.R. Taylor, Ab initio characterization of the ion P,O~ 

Arai, T., see Chosrowjan, H. 

Aramendia, P.F., see Daraio, M.E. 

Arana, C.R., see Credi, A. 

Arden-Jacob, J., see Kéliner, M. 

Arlt, T., S. Schmidt, W. Zinth, U. Haupts and D. Oesterhelt, The initial reaction dynamics 
of the light-driven chloride pump halorhodopsin 

Armaroli, N., M.A.J. Rodgers, P. Ceroni, V. Balzani, C.O. Dietrich-Buchecker, J.-M. Kern, 
A. Bailal and J.-P. Sauvage, Nature of the lowest energy excited state of a bis- 
phenanthroline [2]-catenand and its Cu(I), Ag(I) and Co(II) complexes 

Armentrout, P.B., see Haynes, C.L. 

Armstrong, R.S., see Bolskar, R.D. 

Armstrong, R.S., see Gallagher, S.H. 

Arnold, C.J., T.-Q. Ye, R.N. Perutz, R.E. Hester and J.N. Moore, An ultrafast time-re- 
solved UV /visible absorption study of the UV photochemistry of [(n°-C ,H, )Fe(CO), ], 

Arratia-Pérez, R. and L. Hernandez-Acevedo, A Dirac molecular orbital study for encapsu- 
lated heavy transition metals within ytrium cluster iodides 

Arteca, G.A., Distribution of conformational energy minima in model heteropolymers 

Artemyev, M.V., S.V. Gaponenko, I.N. Germanenko and A.M. Kapitonov, Irreversible 
photochemical spectral hole burning in quantum-sized CdS nanocrystals embedded in a 
polymeric film 

Asada, T., see Ikeda, T. 

Asai, Y., see Tanaka, K. 

Asal, A., see Abouaf, R. 

Ashida, J., see Ishii, Y. 

Ashworth, S.H., see Hasche, T. 

Assfeld, X., J.E. Almléf and D.G. Truhlar, Degeneracy-corrected perturbation theory for 
electronic structure calculations 

Aurentz, D.J., see Mueller, K.T. 


246 (1995) 469 
250 (1996) 421 


243 (1995) 151 
245 (1995) 129 


241 (1995) 51 
245 (1995) 129 
249 (1996) 167 
245 (1995) 90 
247 (1995) 277 


247 (1995) 232 


242 (1995) 527 
246 (1995) 139 
242 (1995) 460 
247 (1995) 283 
248 (1996) 484 
249 (1996) 130 
242 (1995) 644 
250 (1996) 203 
243 (1995) 102 
250 (1996) 355 


241 (1995) 559 


241 (1995) 555 
249 (1996) 64 
247 (1995) 57 
248 (1996) 353 


248 (1996) 464 


247 (1995) 163 
244 (1995) 331 


243 (1995) 450 
248 (1996) 329 
241 (1995) 149 
242 (1995) 184 
246 (1995) 439 
244 (1995) 164 


241 (1995) 438 
242 (1995) 535 





4 Author index to volumes 241-250 


Averitt, R.D., P.M. Pippenger, V.O. Papanyan, J.A. Dura, P. Nordlander and N.J. Halas, 
Photoluminescence spectra of epitaxial single crystal Co 

Avnir, D., see Buch, V. 

Avouris, P., see Persson, B.N.J. 

Awadhesh Kumar, see Pushpa, K.K. 

Awaga, K., see Sekine, T. 

Ayotte, P., see Huels, M.A. 


Babenko, E., C. Tapalian and W.W. Smith, Associative ionization in laser-excited sodium 
3p + 3d collisions 

Bach, M., see Georges, R. 

Bachet, B., see Céolin, R. 

Bati¢, Z., see Sabo, D. 

Bacskay, G.B., On the calculation of nuclear spin-spin coupling constants. The bond 
length dependence of the Fermi contact term in H, and HD 

Baer, M., see Szichman, H. 

Baer, M., see Charutz, D.M. 

Baerends, E.J., see Faas, S. 

Bagatur’ yants, A.A., see Makhov, D.V. 

Bagryanskaya, E.G., see Parnachev, A.P. 

Bagus, P.S., K. Weiss, A. Schertel, Ch. W6ll, W. Braun, C. Hellwig and C. Jung, 
Identification of transitions into Rydberg states in the X-ray absorption spectra of 
condensed long-chain alkanes 

Bagus, P.S., see Sangaletti, L. 

Bailal, A., see Armaroli, N. 

Bailey, C.G., see Dessent, C.E.H. 

Bain, C.D., see Braun, R. 

Bakker, H.J., see Bonn, M. 

Bakowies, D., M. Buhl and W. Thiel, A density functional study on the shape of C,,. and 
C40 fullerenes 


Balakrishnan, N. and G.D. Billing, Variational transition state rate constants for the 
reaction O(°P) + O,('A,) + 20,(X*°E>) 


Balasubramanian, 

Balasubramanian, 

Balasubramanian, 

Balasubramanian, 

Balasubramanian, 

Balasubramanian, 

Balasubramanian, K., see Latifzadeh, L. 

Balasubramanian, V., see Chakrabarti, N. 

Balint-Kurti, G.G., see Offer, A.R. 

Ball, S.M., G. Hancock, J.C. Pinot de Moira, C.M. Sadowski and F. Winterbottom, 
Time-of-flight measurements of the kinetic energies of the O,(a ‘A,) fragment from the 
photolysis of ozone between 287 and 331 nm 

Balzani, V., see Armaroli, N. 

Balzani, V., see Credi, A. 

Bafiares, L., see Aoiz, F.J. 

Bancewicz, T., Multipole electric field light scattering by computer 


, see Latifzadeh, L. 
, see Latifzadeh, L. 
, see Dai, D. 

, see Roszak, S. 

, see Dai, D. 

, see Dai, D. 


SAAR AARAAK 


242 (1995) 592 
247 (1995) 149 
242 (1995) 483 
249 (1996) 167 
249 (1996) 201 
245 (1995) 387 


244 (1995) 121 
246 (1995) 601 
244 (1995) 100 
244 (1995) 283 


242 (1995) 507 
242 (1995) 285 
244 (1995) 299 
246 (1995) 632 
246 (1995) 371 
244 (1995) 245 


248 (1996) 129 
245 (1995) 463 
241 (1995) 555 
244 (1995) 127 
245 (1995) 326 
249 (1996) 81 


247 (1995) 491 


242 (1995) 68 
241 (1995) 13 
243 (1995) 243 
245 (1995) 503 
246 (1995) 20 
247 (1995) 373 
249 (1996) 141 
250 (1996) 171 
242 (1995) 490 
247 (1995) 173 


245 (1995) 1 
241 (1995) 555 
243 (1995) 102 
247 (1995) 232 
244 (1995) 305 





Author index to volumes 241-250 


Bandyopadhyay, P., see Chaudhury, P. 

Bar, I., see Laurent, T. 

Barnes, I., K.H. Becker and J. Starcke, The gas-phase infrared spectra of formyl! iodide and 
carbonyl iodide 

Barone, V. and C. Adamo, A theoretical study of proton transfer in [2,2'-bipyridyl]-3,3’-diol 

Barone, V., C. Adamo, A. Grand and R. Subra, Structure and ESR features of glycine 
radical in its zwitterionic form 

Barone, V. and L. Orlandini, Methyl addition to acetylene and ethylene from a density 
functional approach 

Barone, V., C. Adamo, A. Grand and R. Subra, ESR features of the bicyclobutyl radical 
revisited. A counterintuitive ordering of short- and long-range isotropic hyperfine 
coupling constants 

Barone, V., C. Adamo and F. Mele, Comparison of conventional and hybrid density 
functional approaches. Cationic hydrides of first-row transition metals as a case study 

Barrois, R., A. Liichow and H. Kleindienst, Accurate nonrelativistic energies for the two 
lowest “S states of the Li I isoelectronic series 

Barszczewicz, A., M. Jaszufiski, T. Helgaker and K. Ruud, Long-range effects of inter- 
atomic interactions on NMR shielding constants 

Bartlett, R.J., see Gwaltney, S.R. 

Bartlett, R.J., see Del Bene, J.E. 

Bartlett, R.J., see Gwaltney, S.R. 

Bartlett, R.J., see Watts, J.D. 

Bartolotti, L.J. and E.O. Edney, Density functional theory derived intermediates from the 
OH initiated atmospheric oxidation of toluene 

Basir, Y. and S.L. Anderson, Interaction of Mn* and Mn; with Cy, 
endohedral metal—fullerene bonding 

Baskin, J.S., see Heikal, A.A. 

Bass, A.D., see Huels, M.A. 

Bassani, F., see Agranovich, V.M. 

Bassler, H., see Muccini, M. 

Bassler, H., see Pauck, T 

Bassler, H., see Haring Bolivar, P. 

Bastianoni, S., see Rossi, C. 

Bastida, A., N. Halberstadt, J.A. Beswick, F.X. Gadéa, U. Buck, R. Galonska and C. 
Lauenstein, Electron impact ionization of small argon clusters 

Baugh, D., see Pipes, L.C. 

Bauschlicher Jr., C.W. and H. Partridge, A comparison of correlation-consistent and 
Pople-type basis sets 

Bauschlicher Jr., C.W 

Bauschlicher Jr., C 

Bauschlicher Jr., 

Bauschlicher Jr., 

Bauschlicher Jr., C.W., see Ricca, A. 

Bauschlicher Jr., C.W., see Partridge, H. 

Bazalgette, G., R. White, J.C. Loison, G. Trénec and J. Vigué, Photodissociation of ICI 
molecules oriented in an electric field. Direct determination of the sign of the dipole 
moment 

Bearpark, M.J., see Smith, B.R. 


. Exohedral and 


.. A comparison of the accuracy of different functionals 
’., On the ground state of MnCO 

'., see Ricca, A. 

., see Ricca, A. 


250 (1996) 238 
247 (1995) 321 


246 (1995) 594 
241 (1995) 1 


242 (1995) 351 


246 (1995) 45 


246 (1995) 53 


249 (1996) 290 


249 (1996) 249 


250 (1996) 1 
241 (1995) 26 
246 (1995) 541 
248 (1996) 189 
249 (1996) 496 


245 (1995) 119 


243 (1995) 45 
242 (1995) 380 
245 (1995) 387 
247 (1995) 355 
242 (1995) 207 
244 (1995) 171 
245 (1995) 534 
241 (1995) 97 


249 (1996) 1 
247 (1995) 564 


245 (1995) 158 
246 (1995) 40 
249 (1996) 244 
241 (1995) 241 
244 (1995) 32 
245 (1995) 150 
246 (1995) 33 


244 (1995) 195 
242 (1995) 27 





Author index to volumes 241-250 


Becerra, R., S.E. Boganov, M.P. Egorov, V.Ya. Lee, O.M. Nefedov and R. Walsh, First 
gas-phase detection of dimethylgermylene and time-resolved study of some of its 
reactions 

Becke, A.D., see Edgecombe, K.E. 

Becker, J.A., see Schlecht, S. 

Becker, K.H., see Barnes, I. 

Beckman, J.S., see Lo, W.-J. 

Beeby, A., see Eastoe, J. 

Behm, R.J., see Bolotov, L. 

Behr, P., E. Shafranovsky and H. Heydtmann, The reaction of the CFO radical with NO 
molecules at room temperature 

Belikov, A.E. and R.G. Sharafutdinov, Rotational relaxation time in free jets of He + N, 
mixtures 

Belin, C., see Le Breton, H. 

Belinsky, M.I., Induced paramagnetism and hyperfine interactions in the {[Fe,S,]—Fe)} 
active site of Escherichia coli sulfite reductase 

Beljonne, D., see Cornil, J. 

Bellert, D., T. Buthelezi, V. Lewis, K. Dezfulian and P.J. Brucat, Reply to the Comment on 
**The binding energy of Ni* -(N,O)”’ 

Bellert, D., see Buthelezi, T. 

Bellert, D., see Buthelezi, T. 

Belletéte, M., N. Di Césare, M. Leclerc and G. Durocher, Conformational analysis and 
electronic properties of bithiophene and terthiophene in their ground state as well as in 
their first excited singlet and triplet states 

Belloni, J., see Keita, B. 

Belsky, A.N., V.V. Mikhailin, A.N. Vasil’ev, I. Dafinei, P. Lecog, C. Pedrini, P. Cheval- 
lier, P. Dhez and P. Martin, Fast luminescence of undoped PbWO, crystal 

Ben-Nun, M., R.D. Levine, D.M. Jonas and G.R. Fleming, Prompt solvent-induced 
electronic predissociation of femtosecond pumped iodine. A computational study 

Bencsura, A. and A. Vertes, Dynamics of hydrogen bonding and energy transfer in 
matrix-assisted laser desorption 

Benedek, G., E. Galvani, S. Sanguinetti and S. Serra, Hollow diamonds: stability and 
elastic properties 

Benetis, N.P., see Nordh, U.E. 

Benito, R.M., see Borondo, F. 

Benjamin, I., M.A. Wilson, A. Pohorille and G.M. Nathanson, Scattering of water from the 
glycerol liquid—vacuum interface 

Bennett, F.R., A large-scale ab initio study on the spectroscopy and dynamics of the 
A’TI-X** system of NO?* 

Bennett, S.L., see Friedrich, C.M. 

Bensaoula, A., see Chiang, C.-M. 

Bensasson, R.V., E. Bienvenue, J.-M. Janot, S. Leach, P. Seta, D.I. Schuster, S.R. Wilson 
and H. Zhao, Photophysical properties of three hydrofullerenes 

Berdinsky, V.L., see Buchachenko, A.L. 

Berg, C., see Schindler, T. 

Berg, L.-E., K. Ekvall, T. Hansson, A. Iwamae, V. Zengin, D. Husain and P. Royen, 
Time-resolved measurements of the B’S state of SrF by laser spectroscopy 

Berkovic, G., Strategies for measuring third harmonic generation from ultrathin films 


250 (1996) 111 
244 (1995) 427 
246 (1995) 315 
246 (1995) 594 
242 (1995) 147 
245 (1995) 571 
243 (1995) 445 


247 (1995) 327 


241 (1995) 209 
242 (1995) 604 


250 (1996) 320 
247 (1995) 425 


247 (1995) 614 


242 (1995) 627 
246 (1995) 145 


250 (1996) 31 
249 (1996) 297 
243 (1995) 552 
245 (1995) 629 
247 (1995) 142 
244 (1995) 339 
244 (1995) 321 
246 (1995) 421 
243 (1995) 222 
250 (1996) 40 
247 (1995) 348 
246 (1995) 275 
245 (1995) 566 
242 (1995) 43 
250 (1996) 301 


248 (1996) 283 
241 (1995) 355 





Author index to volumes 241-250 


Berlande, J., see Gaveau, M.A. 

Bernard, J., see Wrachtrup, J. 

Bernard, J., see Kozankiewicz, B. 

Bernardi, F., see Smith, B.R. 

Bernardi, F., see Celani, P. 

Berndt, T., see Kind, I. 

Bernhardsson, A., see Lindh, R. 

Bernheim, R.A., see Xu, J.H. 

Bernholdt, D.E. and R.J. Harrison, Large-scale correlated electronic structure calculations: 
the RI-MP2 method on parallel computers 

Berreby, L. and E. Dayan, Effect of electrostatic terms on the mean squared torque in the 
gaseous N,O-—CO, system at intermediate pressure 

Berriche, H. and F.X. Gadea, Ab initio adiabatic and diabatic permanent dipoles for the 
low-lying states of the LiH molecule. A direct illustration of the ionic character 

Berthe-Gaujac, N., Y. Jean and F. Volatron, Ab initio study of the (SO, SO; ) dimer: 
structures involving a two-electron S—O bond 

Bertini, I., C. Luchinat and A. Rosato, Evaluation of paramagnetic relaxation rates in a 
J-coupled two-spin system 

Bescés, B., G. Morley and A. Gonzdlez Urefia, Chemiluminescence and reactivity of 
aluminum monoxide (AIO) in the excited B(*S* ) state 

Besenbacher, F., see Sprunger, P.T 

Beswick, J.A., see Bastida, A. 

Beutel, M., K.D. Setzer, O. Shestakov and E.H. Fink, The a'A ~ X °S 
and PD 

Beutl, M., M. Riedler and K.D. Rendulic, Strong rotational effects in the adsorption 
dynamics of H,/Pd(111): evidence for dynamical steering 

Bhattacharyya, K., see Das, K. 

Bhattacharyya, S.P., see Adhikari, S. 

Bhattacharyya, S.P., see Chaudhury, P. 

Biasutti, M.A., S. De Feyter, S. De Backer, G.B. Dutt, F.C. De Schryver, M. Ameloot, P. 
Schlichting and K. Millen, Steady-state and time-resolved fluorescence anisotropy of 
2,9-di-n-pentyl-5,6,11,12-tetraazo-5,6,1 1 ,12-tetrahydrocoronene-5,6,1 1 ,12-tetracarboxy- 
bis-n-heptadecylimide 

Bienvenue, E., see Bensasson, R.V. 

Bieske, E.J., S.A. Nizkorodov, O. Dopfer, J.P. Maier, R.J. Stickland, B.J. Cotterell and B.J. 
Howard, Observation of the infrared spectrum of the v, band of the argon—ammonium 
ionic complex 

Bifone, A., H.J.M. de Groot and F. Buda, Ab initio molecular dynamics of retinals 

Billeb, A. and B. Stewart, Classical dynamics of vibrational transfer in Li, A ‘> 
collisions 

Billing, G.D., see Balakrishnan, N. 

Billing, G.D., see Henriksen, N.E. 

Billing, G.D., see Markovié, N. 

Bilmes, G.M., see Murgida, D.H. 

Binnemans, K. and C. Gérller-Walrand, A simple model for crystal field splittings of the 
"F, and °D, energy levels of Eu** 

Bird, C.A. and D.J. Donaldson, Photodissociation of acrylonitrile at 193 nm: the CN-pro- 
ducing channel 


transitions of PH 


, -Ne 


u 


246 (1995) 307 
245 (1995) 262 
245 (1995) 549 
242 (1995) 27 
243 (1995) 1 
249 (1996) 35 
241 (1995) 423 
243 (1995) 474 


250 (1996) 477 
243 (1995) 85 
247 (1995) 85 
243 (1995) 165 
250 (1996) 495 
244 (1995) 407 
243 (1995) 439 
249(1996) 1 
249 (1996) 183 
247 (1995) 249 
249 (1996) 323 


248 (1996) 218 
250 (1996) 238 


248 (1996) 13 
245 (1995) 566 


250 (1996) 266 
248 (1996) 165 


247 (1995) 433 
242 (1995) 68 
244 (1995) 350 
248 (1996) 420 
250 (1996) 198 


245 (1995) 75 


249 (1996) 40 





Author index to volumes 241-250 


Bird, D.M., see Kay, M. 

Biscarini, F., see Muccini, M. 

Bishop, D.M. and J. Pipin, Hypermagnetizability anisotropy (Cotton—Mouton effect) for 
the rare gases and methane (Chem. Phys. Letters 186 (1991) 195). Erratum 

Bishop, D.M., see Cybulski, S.M. 

Bitto, H., see Povey, I.M. 

Bjerre, N., see Sogaard, J. 

Blanch, R.J. and A. McCluskey, XCN (X = Cl, Br and I): a novel source of isocyanogen 

Blanchard-Desce, M., R. Wortmann, S. Lebus, J.-M. Lehn and P. Kramer, Intramolecular 
charge transfer in elongated donor-acceptor conjugated polyenes 

Blasse, G., see van de Craats, A.M. 

Blasse, G., see Folkerts, H.F. 

Blasse, G., see Folkerts, H.F. 

Blau, W.J., see Weldon, D.N. 

Blau, W.J., see Puech, K. 

Bletzinger, P. and B.N. Ganguly, High fractional dissociation efficiency in H, and H,—N, 
gas mixtures in a helical resonator discharge 

Blicharski, W., see Hilczer, W. 

Bloemink, H.I., K. Hinds, J.H. Holloway and A.C. Legon, Isolation of H,S...CIF in a 
pre-reactive mixture of H,S and CIF expanded in a coaxial jet and characterisation by 
rotational spectroscopy 

Bloemink, H.I., K. Hinds, J.H. Holloway and A.C. Legon, Characterisation of a pre-reac- 
tive intermediate in gas-phase mixtures of fluorine and ammonia: the rotational spectrum 
of the H,N...F, complex 

Bloemink, H.I., C.M. Evans, J.H. Holloway and A.C. Legon, Is the gas-phase complex of 
ammonia and chlorine monofluoride H,N...CIF or [H,NCI]* ...F~? Evidence from 
rotational spectroscopy 

Bloemink, H.I., J.H. Holloway and A.C. Legon, Geometry and nature of the binding of the 
pre-reactive complex C,H,...CIF from its rotational spectrum 

Bludau, H., see Over, H. 

Bludsky, O., see Hobza, P. 

Boda, D., see Szalai, I. 

Boddenberg, B., see Rittner, F. 

Boddenberg, B., see Seidel, A. 

Bodenhausen, G., see Fu, R. 

Boeglin, A.J., see Vallet, J.C. 

Boens, N., see Meuwis, K. 

Boens, N., see De Feyter, S. 

Bofill, J.M., see Anglada, J.M. 

Boganov, S.E., see Becerra, R. 

Bdge, O., see Kind, I. 

Bogomolni, R.A., see Diller, R. 

Bohm, M.C., see Schiitt, J. 

Boilot, J.-P., see Riehl, D. 

Boissel, P., P. Marty, A. Klotz, P. de Parseval, B. Chaudret and G. Serra, Gas phase 
reactivity of the organometallic complex [Fe(C ,,H,)]*: an ion trap study 

Bolotov, L., H. Rauscher and R.J. Behm, Modification of the Si(111) 7 X 7 local electronic 
surface structure induced by silane adsorption 


245 (1995) 311 
242 (1995) 207 


241 (1995) 484 
250 (1996) 471 
248 (1996) 470 
241 (1995) 573 
241 (1995) 116 


243 (1995) 526 
243 (1995) 559 
246 (1995) 135 
249 (1996) 59 
241 (1995) 365 
247 (1995) 13 


247 (1995) 584 
247 (1995) 601 


242 (1995) 113 


245 (1995) 598 


248 (1996) 260 


250 (1996) 567 
243 (1995) 435 
250 (1996) 402 
246 (1995) 214 
243 (1995) 140 
249 (1996) 117 
245 (1995) 415 
241 (1995) 203 
246 (1995) 641 
249 (1996) 46 
243 (1995) 151 
250 (1996) 111 
249 (1996) 35 
241 (1995) 109 
248 (1996) 379 
245 (1995) 36 


242 (1995) 157 


243 (1995) 445 





Author index to volumes 241-250 


Bolskar, R.D., S.H. Gallagher, R.S. Armstrong, P.A. Lay and C.A. Reed, Analysis of the 
near-infrared spectra of C,, 

Bolvin, H. and O. Kahn, Ferromagnetism and spin transition: an attempt at a unifying 
approach 

Bonatié-Kouteck¥, V., see Fantucci, P. 

Bondybey, V.E., see Agreiter, J. 

Bondybey, V.E., see Smith, A.M. 

Bondybey, V.E., see Schindler, T. 

Bonn, M., M.J.P. Brugmans and H.J. Bakker, Solvent-dependent vibrational relaxation 
pathways after successive resonant IR excitation to v = 2 

Borondo, F., A.A. Zembekov and R.M. Benito, Quantum manifestations of saddle-node 
bifurcations 

Borras-Almenar, J.J., E. Coronado, R. Georges, A.V. Palii and B.S. Tsukerblat, Exchange- 
transfer in mixed-valence clusters with one migrating hole 

Bosch, M.K., see Dzuba, S.A. 

Bosman, C., see Piccirillo, S. 

Botschwina, P., see Schulz, B. 

Botschwina, P., see Schmatz, S. 

Boudjarane, K., M. Carré and M. Larzilliére, High-resolution laser-induced fluorescence 
spectrum of the B*> -—X *S> transition of C} 

Boulon, G., see Foulon, G. | 

Boulon, G., see Foulon, G. 

Bourassa, J., see Sariciftci, N.S. 

Bourhill, G., see Stadler, S. 

Boussaad, S., J.A. DeRose and R.M. Leblanc, Nanoscale visualization of microcrystalline 
chlorophyll a investigated with scanning tunneling microscopy 

Bousseksou, A., L. Tommasi, G. Lemercier, F. Varret and J.-P. Tuchagues, Deuterium 
isotope effect in the two-step spin-state transition of [Fe'(S-NO,-sal-N(1,4,7,10))] 
investigated by Méssbauer spectroscopy and magnetic susceptibility 

Bowers, M.T., see Kemper, P.R. 

Bowersox, D.V., see Hess, B.C. 

Bown, K., see Hargrave, P.C. 

Boyd, R.J., see Laaksonen, A. 

Bradley, D.D.C., see Cornil, J. 

Bradley, K.S., see Simonson, M. 

Bradshaw, A.M., see Itchkawitz, B.S. 

Bradshaw, A.M., see Kempgens, B. 

Brandl, S., see Stadler, S. 

Brandstater, N., see Pipes, L.C. 

Brauchle, C., see Stadler, S. 

Brauchle, Ch., see Stadler, S. 

Braun, M. and C. Jana, '"F NMR spectroscopy of fluoridated apatites 

Braun, R., B.D. Casson and C.D. Bain, A sum-frequency study of the two-dimensional 
phase transition in a monolayer of undecanol on water 

Braun, W., see Bagus, P.S. 

Brédas, J.L., see Ramasesha, S. 

Brédas, J.L., see Cornil, J. 

Brédas, J.L., see Shuai, Z. 


247 (1995) 57 


243 (1995) 355 
250 (1996) 47 
241 (1995) 317 
244 (1995) 379 
250 (1996) 301 


249 (1996) 81 


246 (1995) 421 


249 (1996) 7 
248 (1996) 427 
247 (1995) 577 
243 (1995) 378 
245 (1995) 136 


243 (1995) 571 
245 (1995) 555 
249 (1996) 381 
247 (1995) 510 
247 (1995) 271 


246 (1995) 107 


243 (1995) 493 
242 (1995) 244 
248 (1996) 141 
246 (1995) 626 
241 (1995) 380 
247 (1995) 425 
244 (1995) 19 
243 (1995) 211 
246 (1995) 347 
245 (1995) 292 
247 (1995) 564 
247 (1995) 271 
245 (1995) 292 
245 (1995) 19 


245 (1995) 326 
248 (1996) 129 
245 (1995) 224 
247 (1995) 425 
250 (1996) 14 





10 Author index to volumes 241-250 


Brenier, A., see Foulon, G. 

Brenier, A., see Foulon, G. 

Breton, J., see Foloppe, N. 

Bretén, J., see Hernandez-Rojas, J. 

Bridgeman, A.J. and M. Gerloch, Comment on **Optical properties of Nift-bu,, P(O)NR],. 
A paramagnetic d° complex with planar structure’’ 

Briels, W.J., see Brinkman, H.W. 

Brillante, A., R.G. Della Valle and E. Venuti, Raman phonon spectra and lattice dynamics 
of 7-methoxycoumarin under pressure 

Brindley, J., see Yannacopoulos, A.N. 

Brinkman, H.W., W.J. Briels and H. Verweij, Molecular dynamics simulations of yttria- 
stabilized zirconia 

Brion, J., see Parisse, C. 

Briquez, S., see Picaud, S. 

Brock, L.R. and M.A. Duncan, Photoionization spectroscopy of Cu-—Kr 

Brodovitch, J.-C., see Percival, P.W. 

Broglia, R.A., see Alasia, F. 

Bronnikov, D.K., P.V. Zyrianov, D.V. Kalinin, Yu.G. Filimonov, A.W. Kleyn and J.C. 
Hilico, A diode laser spectrometer for state-resolved experiments on the methane—surface 
system 

Brouwer, A.C.J., see Kohler, J. 

Brown, J.M., see Lakin, N.M. 

Brown, R., see Wrachtrup, J. 

Brownsword, R.A., T. Laurent, R.K. Vatsa, H.-R. Volpp and J. Wolfrum, Branching ratio 
for the H + NCO channel in the 193 nm photodissociation of HNCO 

Brucat, P.J., see Buthelezi, T. 

Brucat, P.J., see Buthelezi, T. 

Brucat, P.J., see Bellert, D. 

Brugé, F., E. Parisi and S.L. Fornili, Effects of simple model solutes on water dynamics: 
residence time analysis 

Brugmans, M.J.P., see Bonn, M. 

Brihwiler, P.A., see Maxwell, A.J. 

Brunger, M.J., see Adcock, W. 

Brunne, R.M., see Tironi, I.G. 

Brunold, T.C. and H.U. Giidel, Near-infrared emission from MnO} 
lattices 


in various host 


Bu, Y., X. Song and C. Deng, An inner-sphere reorganization model of hetero-exchange 
electron transfer reaction of diatomic reactants 

Buch, V., E. Gershgoren, H. Zabrodsky Hel-Or and D. Avnir, Symmetry loss as a criterion 
for cluster melting, with application to (D,),, 

Buchachenko, A.L. and V.L. Berdinsky, Spin catalysis: three-spin model 

Buck, U., see Bastida, A. 

Buckingham, A.D. and L.C. Parlett, The effect of circularly polarized light on ESR spectra 

Buda, F., see Bifone, A. 

Buenker, R.J., see Cai, Z.-L. 

Buesnel, R., 1.H. Hillier and A.J. Masters, Molecular dynamics simulation of the ionization 
of hydrogen chloride in water clusters using a quantum mechanical potential 

Buhl, M., J. Gauss and J.F. Stanton, Accurate computations of Se NMR chemical shifts 
with the GIAO-CCSD method 


245 (1995) 555 
249 (1996) 381 
242 (1995) 238 
243 (1995) 587 


247 (1995) 304 
247 (1995) 386 


246 (1995) 619 
248 (1996) 63 


247 (1995) 386 
248 (1996) 31 
242 (1995) 212 
247 (1995) 18 
245 (1995) 90 
247 (1995) 502 


249 (1996) 423 
250 (1996) 137 
250 (1996) 9 
245 (1995) 262 


249 (1996) 162 
242 (1995) 627 
246 (1995) 145 
247 (1995) 614 


250 (1996) 443 
249 (1996) 81 
247 (1995) 257 
244 (1995) 433 
250 (1996) 19 


249 (1996) 77 
250 (1996) 455 
247 (1995) 149 
242 (1995) 43 
249 (1996) 1 
243 (1995) 15 
248 (1996) 165 
246 (1995) 529 
247 (1995) 391 


241 (1995) 248 





Author index to volumes 24/-—250 


Buhl, M., C.,N,, a potentially aromatic molecule 

Buhl, M. and C. van Willen, Computational evidence for a new C,, isomer 

Buhl, M., see Bakowies, D. 

Bulgarevich, D.S., see Hara, K. 

Bulovi¢, V., see Garbuzov, D.Z. 

Bunker, C.E., see Ma, B. 

Buonomo, E., see Pilar de Lara, M. 

Burant, J.C., M.C. Strain, G.E. Scuseria and M.J. Frisch, Analytic energy gradients for the 
Gaussian very fast multipole method (GvFMM) 

Burghaus, O. and M.P. Klein, Coherent Raman beat and ESEEM EPR spectroscopy applied 
to a transition metal complex: comparisons of sensitivity and spectral resolution 

Burghaus, O. and M.P. Klein, Coherent Raman beat EPR without pre-excitation pulses 

Birgi, T., T. Droz and S. Leutwyler, Accurate hydrogen-bonding energies between 
1-naphthol and water, methanol and ammonia 

Biirgi, T., see Sabo, D. 

Burke, L.A., see Jensen, J.O. 

Burke, L.A., see Jensen, J.O. 

Burkholder, J.B., see Turnipseed, A.A. 

Burleigh, D.C. and A.F. Wagner, An adaptation of the log-derivative method to massively 
parallel computers 

Burrows, P.E., see Garbuzov, D.Z. 

Burt, S.K., see Topol, L.A. 

Bushnell, J.E., see Kemper, P.R. 

Buthelezi, T., D. Bellert, V. Lewis and PJ. Brucat, The bond length of CoKr” 

Buthelezi, T., D. Bellert, V. Lewis and PJ. Brucat, The C—X transition in CaKr* and 
CaAr” 


Buthelezi, T., see Bellert, D. 


Butscher, R., G. Wackerle and M. Mehring, Nuclear quadrupole surface interaction of gas 
phase “Kr: comparison with '*' Xe 

Buzza, S.A., see Snyder, E.M. 

Bylicki, F., A. Delon, R. Georges, A. Pasinski and R. Jost, NO, spin splittings and Landé 


factors around 17000 cm deviation from the Curl relationship 

Cacelli, I., Calculation of the photoabsorption of HF in the vacuum UV 

Cai, Z.-L., G. Hirsch and R.J. Buenker, MRD-CI study of the electronic spectrum of Na,Cl 

Callahan, J., see Gregory, D.M. 

Callis, P.R., J.T. Vivian and L.S. Slater, Ab initio calculations of vibronic spectra for 
indole 

Calvo, F. and P. Labastie, Configurational density of states from molecular dynamics 
simulations 

Caminati, W., A. Maris, A. Millemaggi and P.G. Favero, Free jet absorption millimeter 
wave spectrum of benzene sulphony! chloride 

Campagna, S., see Credi, A. 

Campargue, A. and D. Permogorov, Intensity measurements of the near-infrared and visible 
overtone bands of nitrous oxide 

Campargue, A., M. Abbouti Temsamani and M. Herman, The absorption spectrum of 
acetylene in the 2v, + 3v, region. A test of the cluster model 

Campbell, E.E.B., P.W. Fowler, D. Mitchell and F. Zerbetto, Increasing cost of pentagon 
adjacency for larger fullerenes 


11 


242 (1995) 580 
247 (1995) 63 
247 (1995) 491 
242 (1995) 455 
249 (1996) 433 
247 (1995) 51 
242 (1995) 336 


248 (1996) 43 


243 (1995) 480 
243 (1995) 486 


246 (1995) 291 
244 (1995) 283 
241 (1995) 253 
246 (1995) 13 
242 (1995) 427 
245 (1995) 679 
249 (1996) 433 
247 (1995) 112 
242 (1995) 244 
242 (1995) 627 


246 (1995) 145 
247 (1995) 614 


249 (1996) 444 
248 (1996) 1 


245 (1995) 7 


249 (1996) 149 
246 (1995) 529 
246 (1995) 654 
244 (1995) 53 
247 (1995) 395 


243 (1995) 302 
243 (1995) 102 


241 (1995) 339 


242 (1995) 101 


250 (1996) 544 





12 Author index to volumes 241-250 

Campbell, E.E.B., see Rohmund, F. 

Campbell, I., see Cornil, J. 

Campos-Martinez, J., M.I. Hernandez, O. Roncero, P. Villarreal and G. Delgado-Barrio, 
Time-dependent Hartree study of lifetimes for the Ne,I, van der Waals cluster 

Campos-Martinez, J., see Roncero, O. 

Canosa, A., S. Laubé, C. Rebrion, D. Pasquerault, J.C. Gomet and B.R. Rowe, Reaction of 
anthracene with atomic ions of interstellar interest. A FALP measurement at room 
temperature 

Cao, H., K. Miyata, T. Tamura, Y. Fujiwara, Y. Tanimoto, M. Okazaki, K. Iwai and M. 
Yamamoto, Effect of a high magnetic field on the decay rate of chain-linked intramolec- 
ular exciplex fluorescence 

Cao, Y., see Lu, D. 

Cappelletti, D., F. Vecchiocattivi, F. Pirani and F.R.W. McCourt, Glory structure in the 
N,-N, total integral scattering cross section. A test for the intermolecular potential 
energy surface 

Carloni, P., see Tornaghi, E. 

Carr, R., see Hargrave, P.C. 

Carré, M., see Boudjarane, K. 

Carrington, A., A.M. Shaw and S.M. Taylor, Microwave electronic spectra of the Ary and 
Ne; ions: a combined neutral/ion molecular beam technique 

Carter, E.A., see Martinez, TJ. 

Carter, R.N., see Healey, F. 

Carter, R.T., see Povey, I.M. 

Cartier, S.F., see May, B.D. 

Casson, B.D., see Braun, R. 

Castleman Jr., A.W., see May, B.D. 

Castleman Jr., A.W., see Snyder, E.M. 

Catlow, C.R.A., see George, A.R. 

Catoire, V., see Chen, J. 

Causa, M., see Lichanot, A. 

Cave, R.J. and M.D. Newton, Generalization of the Mulliken—Hush treatment for the 
calculation of electron transfer matrix elements 

Cazzoli, G., see Dore, L. 

Cederbaum, L.S., see Kempgens, B. 

Celani, P., M.A. Robb, M. Garavelli, F. Bernardi and M. Olivucci, Geometry optimisation 
on a hypersphere. Application to finding reaction paths from a conical intersection 

Cencek, W., J. Komasa and J. Rychlewski, Benchmark calculations for two-electron 
systems using explicitly correlated Gaussian functions 

Cendra, H., see Fernandez, A. 

Céolin, R., V. Agafonov, B. Bachet, A. Gonthier-Vassal, H. Szwarc, S. Toscani, G. Keller, 
C. Fabre and A. Rassat, Solid-state studies on C,. solvates grown from n-heptane 

Cepek, C., A. Goldoni, S. Modesti, F. Negri, G. Orlandi and F. Zerbetto, The EEL 
spectrum of the triplet exciton of C,. and the theoretical analysis of its vibronic 
structure 

CernuS4k, I. and H. Lischka, Isomerization of cyanoborane anion 

Ceroni, P., see Armaroli, N. 

Cha, M., see McElvain, J. 

Chakrabarti, N., V. Balasubramanian, N. Sathyamurthy and J.W. Gadzuk, Photoinduced 
desorption in NO/Pt: a time-dependent quantum mechanical study 


245 (1995) 237 
247 (1995) 425 


246 (1995) 197 
246 (1995) 187 


245 (1995) 407 


246 (1995) 171 
242 (1995) 543 


248 (1996) 237 
246 (1995) 469 
246 (1995) 626 
243 (1995) 571 


241 (1995) 611 
241 (1995) 490 
243 (1995) 133 
248 (1996) 470 
242 (1995) 265 
245 (1995) 326 
242 (1995) 265 
248 (1996) 1 
247 (1995) 408 
245 (1995) 519 
246 (1995) 263 


249 (1996) 15 
244 (1995) 145 
246 (1995) 347 
243 (1995) 1 


246 (1995) 417 
242 (1995) 460 


244 (1995) 100 
250 (1996) 537 
241 (1995) 261 
241 (1995) 555 
247 (1995) 221 


242 (1995) 490 





Author index to volumes 241-250 


Chakravorty, S.J., see Davidson, E.R. 

Chalasifiski, G., see Gutowski, M. 

Challacombe, M., E. Schwegler and J. Almléf, Recurrence relations for calculation of the 
Cartesian multipole tensor 

Chambaud, G., R. Van den Boom and P. Rosmus, On the mechanism of the energy 
redistribution in the A*A (7S; ) state of the HCCH® ion 

Champagne, B., H. Vanderhoeven, E.A. Perpéte and J.-M. André, Curvature versus nuclear 
relaxation contributions to the static vibrational polarizability of polyacetylene chains 

Chandra, A., Dynamics of ion solvation in electrolyte solutions: dependence on salt 
concentration 

Chandra, A.K. and S. Pal, Studies on diacetylene complexes with water and ammonia 

Chandra, A.K., S. Pal, A.C. Limaye and S.R. Gadre, Structure, energetics and bonding of 
diacetylene complexes with hydrogen fluoride. A theoretical investigation 

Chandrasekhar, J., see Salai Cheettu Ammal, S. 

Chane-Ching, K., M. Lequan, R.M. Lequan and F. Kajzar, Non-linear optical properties of 
polymers bearing pendent phosphine oxide chromophores 

Chang, N. and C. Yu, Ab initio study of the dissociation of formyl cyanide 

Chapovsky, P.L., see Nagels, B. 

Chaput, F., see Riehl, D. 

Charutz, D.M., S. Ron, E. Eisenberg and M. Baer, Application of Toeplitz matrices to 
scattering processes. A NIP-Toeplitz approach to treating chemical reactions 

Chaudhury, P., P. Dutta, P. Bandyopadhyay, P. Sarkar and S.P. Bhattacharyya, A random 
walk to local minima and saddle points on a potential energy surface. A strategy based 
on simulated annealing 

Chaudret, B., see Boissel, P. 

Che, D.-C. and K. Liu, A crossed-beam study of the reaction of CN + D,. Is CN really a 
spectator bond? 

Chen, H., see Shen, G. 

Chen, J., V. Catoire and H. Niki, Mechanistic study of the BrCH,O radical degradation in 
700 Torr air 

Chen, J.-M., R. Klauser, S.-C. Yang and C.-R. Wen, Characterization of the electronic 
structure of SiCl, probed by X-ray absorption and ion desorption techniques 

Chen, W. and H.B. Schlegel, Ab initio molecular orbital calculations of the mechanism of 
oxidation of boron and aluminum monohalides 

Chen, X., F. Wu and B.R. Weiner, Internal energy distributions of the SO(X *=~) product 
from the O(?P) + OCS reaction 

Cheng, C.-F., H. He, W. Zhou and J. Klinowski, Crystal morphology supports the liquid 
crystal formation mechanism for the mesoporous molecular sieve MCM-41 

Cheng, C.-F., M.D. Alba and J. Klinowski, The unit cell of the gallosilicate mesoporous 
molecular sieve [Si,Ga]-MCM-41 is significantly smaller than in the purely siliceous 
[Si]}-MCM-41 

Cheng, P.Y., D. Zhong and A.H. Zewail, Microscopic solvation and femtochemistry of 
charge-transfer reactions: the problem of benzene(s)—iodine binary complexes and their 
solvent structures 

Chesnut, D.B., An approximate infinite order perturbation theory prescription for isotropic 
NMR chemical shieldings 

Chevallier, P., see Belsky, A.N. 

Chew, B.G.M., see Liao, M.-Y. 


13 


241 (1995) 146 
241 (1995) 140 


241 (1995) 67 
247 (1995) 79 
248 (1996) 301 


244 (1995) 314 
241 (1995) 399 


247 (1995) 95 
248 (1996) 153 


242 (1995) 598 
242 (1995) 232 
242 (1995) 48 
245 (1995) 36 
244 (1995) 299 
250 (1996) 238 
242 (1995) 157 


243 (1995) 290 
241 (1995) 577 


245 (1995) 519 
246 (1995) 285 
241 (1995) 516 
247 (1995) 313 


244 (1995) 117 


250 (1996) 328 


242 (1995) 369 


246 (1995) 235 
243 (1995) 552 
242 (1995) 89 





14 Author index to volumes 241-250 


Chiang, C.-M., S.M. Gates, A. Bensaoula and J.A. Schultz, Hydrogen desorption and 
ammonia adsorption on polycrystalline GaN surfaces 

Chiba, H., see Kosugi, N. 

Childs, M.A., K.L. Menningen, L.W. Anderson and J.E. Lawler, Oscillator strengths of 
CH, in the vacuum ultraviolet 

Chin, S.L., see Ilkov, F.A. 

Cho, D.W., see Jeoung, S.C. 

Cho, M. and R.J. Silbey, Excitation transfer in the vicinity of a dielectric surface 

Choi, Y.S., see Kim, T.-S. 

Chojnacki, H., see Strasburger, K. 

Chollet, P.-A., see Riehl, D. 

Chong, D.P., C.-H. Hu and P. Duffy, Accurate density-functional calculation of core-elec- 
tron binding energies with a scaled polarized triple-zeta basis set. Twelve test cases and 
application to three C,H,O, isomers 

Chong, S.H., see Heikal, A.A. 

Chosrowjan, H., S. Tanigichi, T. Okada, S. Takagi, T. Arai and K. Tokumaru, Electron 
transfer quenching of S, state fluorescence of Zn-tetraphenylporphyrin 

Chow, J.C.L., P.C.W. Fung and H.M. Shao, Distributions of the Hg, Pb and TI atoms in a 
single grain of a Hg, <<Pb, »<Tl, ,Ba,Ca,Cu,O, superconductor 

Chowdhury, M., see Misra, A. 

Chowdhury, P.K. and J.P. Mittal, IR multiphoton dissociation dynamics of 2,5-dihydro- 
furan. Time-resolved observation of concerted furan formation 

Christiansen, O., H. Koch and P. Jorgensen, The second-order approximate coupled cluster 
singles and doubles model CC2 

Christiansen, O., see Jaszufiski, M. 

Christiansen, O., see Koch, H. 

Chronister, E.L., see Laperriére, S.C. 

Chung, S.-C., S. Kriger, S.Ph. Ruzankin, G. Pacchioni and N. Résch, Effects of relativity 
on the Ni—CO, Pd—CO, and Pt—CO bonding mechanism: a constrained space orbital 
variation analysis of density functional results 

Chupka, W.A., see Smith, J.M. 

Chval, J., see MareS, J.A. 

Cioslowski, J., S. Patchkovskii and W. Thiel, Electronic structures, geometries, and 
energetics of highly charged cations of the C,, fullerene 

CiviS, S., see Dore, L. 

Clark, C.1., see Adcock, W. 

Clary, D.C., see Hernandez, R. 

Clary, D.C., see Munn, N.S. 

Clayden, N.J., E.A. Moore, W.L. Selina and D.R. Roberts, An ab initio study of the effect 
on the ’Si NMR chemical shift of dihydroxysilane of geometry changes expected on 
approach to a surface 

Clemett, S.J., see Maechling, C.R. 

Cohen-Adad, M.-T., see Foulon, G. 

Cohen-Adad, M.T., see Foulon, G. 

Colbert, D.T., see Guo, T. 

Collier, C.P., see Scherer, J.J. 

Collins, R.W., see Shi, J. 

Collins, S.J. and P.J. O’Malley, The mechanism of alkane activation over zeolite Bronsted 
acid sites. A density-functional study 


246 (1995) 275 
246 (1995) 475 


246 (1995) 567 
247 (1995) 1 
241 (1995) 533 
242 (1995) 291 
247 (1995) 541 
241 (1995) 485 
245 (1995) 36 


249 (1996) 491 
242 (1995) 380 


242 (1995) 644 


247 (1995) 45 
243 (1995) 308 


242 (1995) 421 


243 (1995) 409 
243 (1995) 144 
244 (1995) 75 
243 (1995) 114 


248 (1996) 109 
250 (1996) 589 
241 (1995) 311 


248 (1996) 116 
244 (1995) 145 
244 (1995) 433 
244 (1995) 421 
246 (1995) 399 


248 (1996) 173 
241 (1995) 301 
249 (1996) 381 
245 (1995) 555 
243 (1995) 49 
245 (1995) 273 
246 (1995) 90 


246 (1995) 555 





Author index to volumes 241-250 


Cold, G., see Alasia, F. 

Colonna, F., see Gatti, C. 

Continetti, R.E., see Garner, M.C. 

Conwell, E.M., see Gartstein, Yu.N. 

Conwell, E.M., see Gartstein, Yu.N. 

Cook, M.J., see Lukas, B. 

Cookson, D., see Fullagar, W.K. 

Copeland, R.A., M.J. Dyer and T.G. Slanger, The NO(a “Il) state: first gas phase kinetic 
measurements 

Coppens, P. and J. Drowart, Mass spectrometric study of the photoionization of CS. The 
dissociation energy of the CS molecule 

Coreno, M.., see Piccirillo, S. 

Corlett, G.K., A.M. Little and A.M. Ellis, LIF spectroscopy of the MgCCH free radical 

Cornil, J., D. Beljonne, Z. Shuai, T.W. Hagler, I. Campbell, D.D.C. Bradley, J.L. Brédas, 
C.W. Spangler and K. Millen, Vibronic structure in the optical absorption spectra of 
phenylene vinylene oligomers: a joint experimental and theoretical study 

Coronado, E., see Borras-Almenar, J.J. 

Cossart, D. and C. Cossart-Magos, A new spectral emission source of rotationally cooled 
molecular ions. Application to supersonic expansions of CO and CO, gases 

Cossart-Magos, C., see Cossart, D. 

Costela, A. and I. Garcia-Moreno, Degenerate four-wave mixing in phenylbenzimidazole 
proton-transfer laser dyes 

Cotterell, B.J., see Bieske, E.J. 

Couris, S., see Ledingham, K.W.D. 

Cousseau, J., see Ravaine, S. 

Cowen, B.R., see Diller, R. 

Cramer, C.J., F.J. Dulles, DJ. Giesen and J. Almléf, Density functional theory: excited 
states and spin annihilation 

Cramer, C.J., see Hawkins, G.D. 

Cramer, S.P., see Wang, X. 

Credi, A., V. Balzani, S. Campagna, G.S. Hanan, C.R. Arana and J.-M. Lehn, Photophysi- 
cal properties of a dinuclear rack-type Ru(II) complex and of its components 

Crooks, E.R., see Eastoe, J. 

Cross, R.J., see Saunders, M. 

Csizmadia, 1.G., see Csonka, G.I. 

Csizmadia, 1.G., see Csonka, G.I 

Csonka, G.I. and 1.G. Csizmadia, Density functional conformational analysis of 1,2- 
ethanediol 

Csonka, G.I., N. Anh, J. Angyan and 1.G. Csizmadia, Ab initio and DFT investigations of 
intramolecular hydrogen bonding in | ,2-ethanediol 

Cuadrado, L., see Alvarifio, J.M. 

Curry, J.M., see Simpson, C.J.S.M. 

Cybulski, S.M. and D.M. Bishop, Electron-correlated calculations of the nuclear-shielding 
polarizability and magnetizability polarizability of H,, N,, HF, and CO 


Dafinei, I., see MareS, J.A. 
Dafinei, I., see Belsky, A.N. 
Dahne, L., see Johr, T. 


15 


247 (1995) 502 
247 (1995) 135 
248 (1996) 20 
245 (1995) 351 
249 (1996) 451 
241 (1995) 351 
245 (1995) 102 


241 (1995) 173 


243 (1995) 108 
247 (1995) 577 
249 (1996) 53 


247 (1995) 425 
249 (1996) 7 


250 (1996) 128 
250 (1996) 128 


249 (1996) 373 
250 (1996) 266 
247 (1995) 555 
242 (1995) 478 
241 (1995) 109 


245 (1995) 165 
246 (1995) 122 
243 (1995) 469 


243 (1995) 102 
245 (1995) 571 
248 (1996) 127 
243 (1995) 419 
245 (1995) 129 


243 (1995) 419 


245 (1995) 129 
241 (1995) 408 
250 (1996) 342 


250 (1996) 471 


241 (1995) 311 
243 (1995) 552 
246 (1995) 521 





16 Author index to volumes 241-250 


Dai, D., H. Xu and K. Balasubramanian, Electronic states of GeCl” 

Dai, D. and K. Balasubramanian, Potential energy surfaces for the Ga, As + Cl etching 
reaction 

Dai, D., M.Z. Liao and K. Balasubramanian, Sixteen electronic states of the iridium trimer 
(Ir,) 

Dam, N., see Linskens, A.F. 

Daniel, C., see Heitz, M.-C. 

Danieli, R., see Muccini, M. 

Danilychev, A.V. and V.A. Apkarian, Photo-stationary state of UV pumped matrix isolated 
O, 

Dantus, M., see Marvet, U. 

Dapprich, S., U. Pidun, A.W. Ehlers and G. Frenking, The calculation of bond dissociation 
energies of transition metal complexes using isostructural reactions 

Daraio, M.E., P.F. Aramendia and E. San Roman, Fluorescence quenching kinetic model 
for a bound and partitioned quencher in micelles 

Darden, T., see Lee, H. 

Darling, G.R., see Kay, M. 

Das, K., N. Sarkar, S. Das, A. Datta and K. Bhattacharyya, Solvation dynamics in a solid 
host. Coumarin 480 in zeolite 13X 

Das, P.K., see Uma, S. 

Das, P.K., see Ray, P.C. 

Das, S., see Das, K. 


Datta, A., see Das, K. 
Daum, R., T. Hansson, R. Nérenberg, D. Schwarzer and J. Schroeder, Spectroscopy and 


dynamics of jet-cooled 4-dimethylamino-4-cyanostilbene in the S, state 

David, L. and M.J. Field, Adapting the inducible multipole solvation model for use in 
molecular dynamics simulations 

Davidson, E.R. and S.J. Chakravorty, Reply to Comment on **A possible definition of basis 
set superposition error’’ 

Davidson, E.R., Construction of open shell perturbation theory 

Davidson, E.R., N-representability of the electron pair density 

Davidson, M.M., I.H. Hillier and M.A. Vincent, The Claisen rearrangement of allyl viny! 
ether in the gas phase and aqueous solution. Structures and energies predicted by 
high-level ab initio calculations 

Davis, H.T., see Gupta, V. 

Davis, J.J., see Tsang, S.C. 

Davis, S., J.T. Farrell Jr., D.T. Anderson and D.J. Nesbitt, 10*-fold isotope effect: 
vibrational predissociation in ArDF 

Day, P., see Wang, Z. 

Dayan, E., see Berreby, L. 

De Almeida, W.B., see Pliego Jr., J.R. 

De Backer, S., see Biasutti, M.A. 

De Beer, E., Y. Zhao, I. Yourshaw and D.M. Neumark, Stimulated Raman pumping of C; 
probed via resonant two-photon detachment 

De Boeij, W.P., M.S. Pshenichnikov and D.A. Wiersma, Short-time solvation dynamics 
probed by phase-locked heterodyne detected pump-probe 

Decker, M., see Sick, V. 

De Cointet, C., see Keita, B. 


245 (1995) 503 


247 (1995) 373 


249 (1996) 141 
248 (1996) 244 
246 (1995) 488 
245 (1995) 107 


246 (1995) 139 
245 (1995) 393 


242 (1995) 521 


250 (1996) 203 
243 (1995) 229 
245 (1995) 311 


249 (1996) 323 
241 (1995) 335 
244 (1995) 153 
249 (1996) 323 
249 (1996) 323 


246 (1995) 607 


245 (1995) 371 


241 (1995) 146 
241 (1995) 432 
246 (1995) 209 


246 (1995) 536 
247 (1995) 596 
249 (1996) 413 


246 (1995) 157 
248 (1996) 121 
243 (1995) 85 
249 (1996) 136 
248 (1996) 13 


244 (1995) 400 
247 (1995) 264 


249 (1996) 335 
249 (1996) 297 





Author index to volumes 241-250 

Dedonder-Lardeux, C., C. Jouvet, S. Martrenchard-Barra, F. Talbot and D. Solgadi, 
Vacuum ultraviolet excitation of Xe—Cl, van der Waals complexes and small clusters 

De Feyter, S., J. van Stam, N. Boens and F.C. De Schryver, On the use of dynamic 
fluorescence measurements to determine equilibrium and kinetic constants. The inclu- 
sion of pyrene in B-cyclodextrin cavities 

De Feyter, S., see Biasutti, M.A. 

De Groot, H.J.M., see Bifone, A. 

De Haas, M.P., see Warman, J.M. 

De Jonge, R., see Flipse, M.C. 

Del Bene, J.E., J.D. Watts and R.J. Bartlett, The electronic absorption spectra of Cl-O-—C] 
and Cl—Cl-—O. An ab initio EOM-CCSD\(T) investigation 

Del Bene, J.E., W.B. Person and K. Szczepaniak, Ab initio theoretical and matrix isolation 
experimental studies of hydrogen bonding: vibrational consequences of proton position 
in 1:1 complexes of HCI and 4-X-pyridines 

Delgado-Barrio, G., see Pilar de Lara, M. 

Delgado-Barrio, G., see Rubayo-Soneira, J. 

Delgado-Barrio, G., see Roncero, O. 

Delgado-Barrio, G., see Campos-Martinez, J. 


Dethaés, P., see Ravaine, S. 

Deliwala, S., R.J. Finlay, J.R. Goldman, T.H. Her, W.D. Mieher and E. Mazur, Surface 
femtochemistry of O, and CO on Pi(111) 

Della Valle, R.G., see Brillante, A. 

Delon, A., see Bylicki, F. 

Demachy, I., see Humbel, S. 


De M. Carneiro, J.W., see Taft, C.A. 

Demco, D.E., see Gottwald, J. 

De Melo, C.P., see Toto, T.T. 

De Melo, C.P., see Toto, J.L. 

Demtréder, W., see Weyh, Th. 

Deng, C., see Qiu, H. 

Deng, C., see Bu, Y. 

Deng, L., see Garrett, W.R. 

Denisov, V.N., A.N. Ivlev, B.N. Mavrin, K. Yakushi, J. Dong and Y. Yamashita, Resonant 
Raman scattering in single crystals of BDNT, BDNT'* and BDNT?* 

Denning, R.G., see Kuebler, S.M. 

de Oliveira, G. and C.E. Dykstra, Large basis set study of the stability of (H,S),: the 
importance of 3d functions in weak interaction of second row molecules 

De Oliveira, P., see Tsang, S.C. 

Depaepe, J.-M. and J.-P. Ryckaert, Isomerization of 1,2-dichloroethane in polar and 
non-polar solvents 

De Parseval, P., see Boissel, P. 

Depero, L.E., see Sangaletti, L. 

De Proft, F., K.D. Sen and P. Geerlings, Effects of finite basis set expansion and electron 
correlation on the atomic shell structure from average local electrostatic potential 
functions 

De Proft, F., J.M.L. Martin and P. Geerlings, On the performance of density functional 
methods for describing atomic populations, dipole moments and infrared intensities 

Depuydt, G., see Meuwis, K. 


250 (1996) 293 


249 (1996) 46 
248 (1996) 13 
248 (1996) 165 
249 (1996) 319 
245 (1995) 297 


246 (1995) 541 


247 (1995) 89 
242 (1995) 336 
243 (1995) 236 
246 (1995) 187 
246 (1995) 197 
242 (1995) 478 


242 (1995) 617 
246 (1995) 619 
245 (1995) 7 
247 (1995) 126 
248 (1996) 158 
243 (1995) 314 
244 (1995) 59 
245 (1995) 660 
248 (1996) 442 
249 (1996) 279 
250 (1996) 455 
246 (1995) 446 


246 (1995) 176 
250 (1996) 120 


243 (1995) 158 
249 (1996) 413 


245 (1995) 653 
242 (1995) 157 
245 (1995) 463 


247 (1995) 154 


250 (1996) 393 
246 (1995) 641 





18 Author index to volumes 241-250 


DeRose, J.A., see Boussaad, S. 

De Schryver, F.C., see Ferencz, A. 

De Schryver, F.C., see Meuwis, K. 

De Schryver, F.C., see Biasutti, M.A. 

De Schryver, F.C., see De Feyter, S. 

De Silvestri, S., see Graupner, W. 

Dessent, C.E.H., C.G. Bailey and M.A. Johnson, Photoinitiation of the anionic condensa- 
tion reaction in 2-chloroacrylonitrile via the charge-transfer bands of the Cl” -(2- 
chloroacrylonitrile), , clusters 

Deussen, M., see Haring Bolivar, P. 

De Villiers, J.-P., see Gortel, Z.W. 

Devonshire, R. and D. Hong, Translational and vibrational contributions to the thermal 
conductivity of molecular gases 

De Vries, M.S., see Laskin, J. 

Dezfulian, K., see Bellert, D. 

Dhez, P., see Belsky, A.N. 

Di Césare, N., see Belletéte, M. 

Dickens, K.A., see Fairbrother, D.H. 

Dietrich-Buchecker, C.O., see Armaroli, N. 

Dietrich, R., see Stadler, S. 

Diller, R., S. Maiti, G.C. Walker, B.R. Cowen, R. Pippenger, R.A. Bogomolni and R.M. 
Hochstrasser, Femtosecond time-resolved infrared laser study of the J—XK transition of 
bacteriorhodopsin 

Dimitrov, A.S. and K. Nagayama, Steady-state unidirectional convective assembling of fine 
particles into two-dimensional arrays 

Di Stefano, G., M. Lenzi, G. Piciacchia and A. Ricci, Line strengths of diatomics. The 
b'S*-— X °° transition of the NH and ND radicals 

Di Valentin, M., C.W.M. Kay, G. Giacometti and K. Mdébius, A time-resolved electron 
nuclear double resonance study of the photoexcited triplet state of P680 in isolated 
reaction centers of photosystem II 

Dlott, D.D., see Hill, J.R. 

Dlott, D.D., see Hare, D.E. 

Dodziuk, H. and K. Nowinski, ‘Horror vacui’ or topological in—out isomerism in perhydro- 
genated fullerenes: C,,H,,. and monoalkylated perhydrogenated fullerenes 

Doktorov, A.B., see Kipriyanov, A.A. 

Dolg, M., Valence correlation energies from pseudopotential calculations 

Dolg, M., see Seth, M. 

D’Olieslager, J., see Gérller-Walrand, C. 

Domcke, W., see Thoss, M. 

Domcke, W., see Sobolewski, A.L. 

Dominiak-Dzik, G., see Ryba-Romanowski, W. 

Domke, M., see Piittner, R. 

Donaldson, D.J., see Bird, C.A. 

Donati, A., see Rossi, C. 

Dong, J., see Denisov, V.N. 

Donnelly, S.G., see Qian, J. 

Donovan, B., see Walker II, L.A. 

Donovan, B., see Pullen, S. 


246 (1995) 107 
245 (1995) 23 
246 (1995) 641 
248 (1996) 13 
249 (1996) 46 
246 (1995) 95 


244 (1995) 127 
245 (1995) 534 
245 (1995) 41 


243 (1995) 334 
242 (1995) 249 
247 (1995) 614 
243 (1995) 552 
250 (1996) 31 
246 (1995) 513 
241 (1995) 555 
247 (1995) 271 


241 (1995) 109 


243 (1995) 462 


249 (1996) 351 


248 (1996) 434 
244 (1995) 218 
244 (1995) 224 


249 (1996) 406 
246 (1995) 359 
250 (1996) 75 
250 (1996) 461 
246 (1995) 163 
245 (1995) 364 
250 (1996) 428 
242 (1995) 623 
250 (1996) 145 
249 (1996) 40 
241 (1995) 97 
246 (1995) 176 
244 (1995) 414 
242 (1995) 177 
242 (1995) 415 





Author index to volumes 241-250 


Dopfer, O., see Bieske, EJ. 

Dore, L., G. Cazzoli, S. Civi$ and F. Scappini, Extended measurements of the millimeter 
wave spectrum of H,COH* 

Dos Santos, M.C., see Soares, D.M. 

Doye, J.P.K. and DJ. Wales, Magic numbers and growth sequences of small face-centred- 
cubic and decahedral clusters 

Dracopoulos, V., see Papatheodorou, G.N. 

Drawdy, J., see Szczepanski, J. 

Dreger, Z.A., see Lang, J.M. 

Drexhage, K.-H., see K6llner, M. 

Drickamer, H.G., see Lang, J.M. 

Drobny, G.P., see Gregory, D.M. 

Drohm, C., H. Meyer and A. Schweig, Kinetics of a monomolecular photoreaction in a 
strongly light-absorbing solid solution exemplified by the forward reaction of the 
optically switchable o-thiobenzoquinone methide = benzo[b]thiete system 

Drowart, J., see Coppens, P. 

Droz, T., see Birgi, T. 

Ducasse, A., see Le Breton, H. 

Duda, Yu., see Protsykevich, I.A. 

Duff, D., see Puech, K. 

Duffy, P., see Chong, D.P. 

Dulles, F.J., see Cramer, C.J. 

Duncan, M.A., see Brock, L.R. 


Dunne, L.J. and B.G. Reuben, Application of the field theoretic method of Bohm and Pines 
to the determination of the activity coefficients of strong |: 1 electrolytes 

Dunne, L.J. and B.G. Reuben, Application of the field theoretic method of Bohm and Pines 
to the determination of the activity coefficients of strong 1:1 electrolytes (Chem. Phys. 
Letters 242 (1995) 560). Erratum 


Dunning, F.B., see Finch, C.D. 

Dunsyuryun, D.H., G.V. Karpov and I.I. Morozov, Measurement of the hydration numbers 
for halogen ions by the mass spectrometric method of field evaporation of ions out of 
solution 

Dura, J.A., see Averitt, R.D. 

Durga Prasad, M., see Sree Latha, G. 

Durocher, G., see Bellet@éte, M. 

Durry, G., see Georges, R. 

Dutt, G.B., W. Konitsky and D.H. Waldeck, Nonradiative relaxation of 2-phenylindene in 
solution and its implications for isomerization of stilbenes 

Dutt, G.B., see Biasutti, M.A. 

Dutta, P., see Adhikari, S. 

Dutta, P., see Chaudhury, P. 

Dutta, R., see Misra, A. 

Dyer, M.J., see Copeland, R.A. 

Dykstra, C.E., see de Oliveira, G. 

Dzuba, S.A., M.K. Bosch and A.J. Hoff, Electron spin echo detection of quantum beats and 
double-quantum coherence in spin-correlated radical pairs of protonated photosynthetic 
reaction centers 


19 
250 (1996) 266 


244 (1995) 145 
242 (1995) 202 


247 (1995) 339 
241 (1995) 345 
245 (1995) 539 
243 (1995) 78 
250 (1996) 355 
243 (1995) 78 
246 (1995) 654 


245 (1995) 529 
243 (1995) 108 
246 (1995) 291 
242 (1995) 604 
248 (1996) 57 
247 (1995) 13 
249 (1996) 491 
245 (1995) 165 
247 (1995) 18 


242 (1995) 560 


246 (1995) 358 
244 (1995) 345 


242 (1995) 390 
242 (1995) 592 
241 (1995) 215 
250 (1996) 31 
246 (1995) 601 


245 (1995) 437 
248 (1996) 13 
248 (1996) 218 
250 (1996) 238 
243 (1995) 308 
241 (1995) 173 
243 (1995) 158 


248 (1996) 427 





20 Author index to volumes 241-250 


Eastoe, J., E.R. Crooks, A. Beeby and R.K. Heenan, Structure and photophysics in 
C,.-micellar solutions 

Ebata, T., see Okazaki, A. 

Echt, O., see Rauth, T. 

Edgecombe, K.E. and A.D. Becke, Cr, in density-functional theory: approximate spin 
projection 

Edler, K.J., P.A. Reynolds, F. Trouw and J.W. White, Methane dynamics in the 36 A 
mesopores of MCM-41 studied by neutron scattering 

Edney, E.O., see Bartolotti, L.J. 

Edo, T., see Harata, A. 

Egorov, M.P., see Becerra, R. 

Egorov, V.G., see Gordon, E.B. 

Egorov, V.V., see Makhov, D.V. 

Ehlers, A.W., see Dapprich, S. 

Eichkorn, K., O. Treutler, H. Ohm, M. Haser and R. Ahlrichs, Auxiliary basis sets to 
approximate Coulomb potentials (Chem. Phys. Letters 240 (1995) 283). Erratum 

Eisenberg, E., see Charutz, D.M. 

Eizenberg, N. and J. Klafter, Molecular motion under stochastic gating 

Ejsmont, K., see Kubiak, R. 

Ekvall, K., see Berg, L.-E. 

El-Sheikh, S.M., A phase transition for solid methane 

El-Yazal, J., see Martin, J.M.L. 

El-Yazal, J., see Martin, J.M.L. 

El-Yazal, J., see Martin, J.M.L. 

Eliav, E. and U. Kaldor, The relativistic four-component coupled cluster method for 
molecules: spectroscopic constants of SnH , 

Ellinger, Y., see Parisel, O. 

Elliott, D.S., see Yin, Y.-Y. 

Ellis, A.M., see Corlett, G.K. 

Elokhin, V.I., see Resnyanskii, E.D. 

Elsaesser, T., see Hasche, T. 

Ema, T., see Gentemann, S. 

Engholm, J.R., U. Happek and A.J. Sievers, Observation of site-dependent relaxation of the 
OH vibrational stretch mode in fused silica 

Eremenko, V.V., see Kovalenko, S.l1. 

Ermakova, E., J. Solca, H. Huber and D. Marx, Many-body and quantum effects in the 
radial distribution function of liquid neon and argon 

Ernst, R.R., see Levante, T.O. 

Erra-Balsells, R., see Murgida, D.H. 

Ertl, G., see Over, H. 

Espinosa-Garcia, J., Theoretical value of the enthalpy of formation of methy! fluoride 

Evans, C.M., see Bloemink, H.I. 

Evans, J.N.S., see Li, Y. 

Evans, J.N.S., see Li, Y. 


Faas, S., J.G. Snijders, J.H. van Lenthe, E. van Lenthe and E.J. Baerends, The ZORA 
formalism applied to the Dirac—Fock equation 
Fabelinsky, V., see Konz, E. 


245 (1995) 571 
241 (1995) 275 
247 (1995) 515 


244 (1995) 427 


249 (1996) 438 
245 (1995) 119 
249 (1996) 112 
250 (1996) 111 
242 (1995) 75 
246 (1995) 371 
242 (1995) 521 


242 (1995) 652 
244 (1995) 299 
243 (1995) 9 
245 (1995) 249 
248 (1996) 283 
247 (1995) 159 
242 (1995) 570 
248 (1996) 95 
248 (1996) 345 


248 (1996) 405 
250 (1996) 178 
241 (1995) 591 
249 (1996) 53 
248 (1996) 136 
244 (1995) 164 
245 (1995) 441 


249 (1996) 387 
250 (1996) 309 


246 (1995) 204 
241 (1995) 73 
250 (1996) 198 
243 (1995) 435 
250 (1996) 71 
248 (1996) 260 
241 (1995) 79 
246 (1995) 527 


246 (1995) 632 
247 (1995) 522 





Author index to volumes 241-250 


Fabre, C., see Céolin, R. 

Faegri, K., see Seth, M. 

FahIman, M., see Iucci, G. 

Fairbrother, D.H., K.A. Dickens, P.C. Stair and E. Weitz, Energy content of methyl 
radicals produced in the UV photodissociation of azomethane 

Fajer, J., see Gentemann, S. 

Fanciulli, M., see Steren, C.A. 

Fann, W.S., see Lin, S.H. 

Fantucci, P., V. Bonati¢é-Kouteck9, J. Jellinek, M. Wiechert, R.J. Harrison and M.F. Guest, 
Ab initio Hartree-Fock molecular dynamics with parallel processing: application to 
small neutral and charged Li, clusters 

Farrar, J.M., see Qian, J. 

Farrell Jr., J.T., see Davis, S. 

Favero, P.G., see Caminati, W. 

Fayer, M.D., see Hill, J.R. 

Fehér, M., see Pasinszki, T 

Feiner, F., see Stadler, S. 

Feldbach, E., R. Kink, M. Kirm, A. Lushchik, C. Lushchik, A. L6hmus, A. Maaroos and I. 
Martinson, Electronic excitations and UV luminescence in SrO crystals at 8 K 

Feldbach, E., R. Kink, M. Kirm, A. Lushchik, Ch. Lushchik, A. L6hmus, A. Maaroos and 
I. Martinson, Electronic excitations and UV luminescence in SrO crystals at 8 K (Chem. 
Phys. Letters 241 (1995) 597). Erratum 

Feldhaus, J., see Kempgens, B. 

Felker, P.M., see Maxton, P.M. 

Felker, P.M., see Schaeffer, M.W. 

Ferencz, A., D. Neher, M. Schulze, G. Wegner, L. Viaene and F.C. De Schryver, Synthesis 
and spectroscopic properties of phthalocyanine dimers in solution 

Fernandez, A., G. Appignanesi and H. Cendra, What size RNA loop holds bulk solvent? 

Fernandez, C. and J.P. Amoureux, 2D multiquantum MAS-NMR spectroscopy of "Al in 
aluminophosphate molecular sieves 

Fernandez-Prini, R., see Re, M. 

Ferriol, M., see Foulon, G. 

Ferriol, M., see Foulon, G. 

Fiebig, T., see Petrov, N.Kh. 

Field, M.J., see David, L. 

Fijisawa, G., see Sato, K. 

Filimonov, Yu.G., see Bronnikov, D.K. 

Finch, C.D., R.A. Popple, P. Nordlander and F.B. Dunning, Formation of long-lived Cz, 
ions in Rydberg atom—C,,, collisions 

Fink, E.H., see Beutel, M. 

Finlay, R.J., see Deliwala, S. 

Fischer, A., see Kdllner, M. 

Fischer, J.E., see Fox, J.R. 

Fischer, S.F., see Zharikov, A.A. 

Fisher, A.J., see Valladares, R.M. 

Fleming, G.R., see Ben-Nun, M. 

Flint, C.D., see Luxbacher, T. 


21 
244 (1995) 100 
250 (1996) 461 
244 (1995) 139 


246 (1995) 513 
245 (1995) 441 
245 (1995) 244 
249 (1996) 20 


250 (1996) 47 
244 (1995) 414 
246 (1995) 157 
243 (1995) 302 
244 (1995) 218 
250 (1996) 466 
245 (1995) 292 


241 (1995) 597 


244 (1995) 338 
246 (1995) 347 
241 (1995) 603 
242 (1995) 632 


245 (1995) 23 
242 (1995) 460 


242 (1995) 449 
250 (1996) 25 
245 (1995) 555 
249 (1996) 381 
241 (1995) 127 
245 (1995) 371 
242 (1995) 401 
249 (1996) 423 


244 (1995) 345 
249 (1996) 183 
242 (1995) 617 
250 (1996) 355 
249 (1996) 195 
249 (1996) 459 
242(1995) 1 
245 (1995) 629 
241 (1995) 103 





Author index to volumes 241-250 


Flipse, M.C., R. de Jonge, R.H. Woudenberg, A.W. Marsman, C.A. van Walree and L.W 
Jenneskens, The determination of first hyperpolarizabilities 6 using hyper-Rayleigh 
scattering: a caveat 

Florian, J., see Johnson, B.G. 

Folkerts, H.F., M.A. Hamstra and G. Blasse, The luminescence of Pb** in alkaline earth 
sulfates 

Folkerts, H.F., J. Zuidema and G. Blasse, Different types of s*’ ion luminescence in 
compounds with eulytite structure 

Foloppe, N., J. Breton and J.C. Smith, Conformational energetics of a partially sym 
metrized photosynthetic reaction centre 

Fonseca, A., see Lambin, Ph. 

Foord, J.S., see Friedrich, C.M. 

Ford, P.C., see Sariciftci, N.S. 

Forney, D., see Freivogel, P. 

Fornili, S.L., see Brugé, F. 

Forrest, S.R., see Garbuzov, D.Z. 

Fortunelli, A., On the solvation of (quasi-)degenerate solutes: a continuum analysis based 
on perturbation-response theory 

Foulon, G., M. Ferriol, A. Brenier, M.T. Cohen-Adad and G. Boulon, Laser heated pedestal 
growth and optical properties of Yb°*-doped LiNbO, single crystal fibers 

Foulon, G., A. Brenier, M. Ferriol, M.-T. Cohen-Adad and G. Boulon, Laser heated 
pedestal growth and spectroscopic properties of neodymium doped Ba, NaNb.O,, single 
crystal fibers 

Fowler, P.W. and F. Zerbetto, Charging and equilibration of fullerene isomers 

Fowler, P.W., see Sadlej, A.J. 

Fowler, P.W., see Campbell, E.E.B. 

Fox, J.R., G.P. Lopinski, J.S. Lannin, G.B. Adams, J.B. Page and J.E. Fischer, Neutron 
diffraction and structural models of RbC,,. phases 

Francisco, J.S. and S.P. Sander, A computational study of dissociation pathways in the 
FOCI-—FCIO system 

Francois, J.-P., see Martin, J.M.L. 

Francois, J.-P., see Martin, J.M.L. 

Francois, J.-P., see Martin, J.M.L. 

Franken, J., see Hare, D.E. 

Franz, J.A., see Watts, J.D. 

Frederick, J.H., see Vachev, V.D. 

Freeman, R., see Kupée, E. 

Freivogel, P., M. Grutter, D. Forney and J.P. Maier, The 
absorption spectrum of linear C, in a neon matrix 

Frenking, G., see Dapprich, S. 

Frenking, G., see Gobbi, A. 

Freudenberg, Th., see Radloff, W. 

Freysz, E., see Le Breton, H. 

Friedrich, C.M., J. Wilkes, R.E. Palmer, S.L. Bennett, M.A. MacDonald, C.L.A. Lamont 
and J.S. Foord, Competing photodissociation pathways for physisorbed O, / graphite 
investigated using Ar spacer layers 

Friend, R.H., see Greenham, N.C. 

Friend, R.H., see Kohler, A. 


electronic 


245 (1995) 297 
247 (1995) 120 


246 (1995) 135 


249 (1996) 59 


242 (1995) 238 
245 (1995) 85 
247 (1995) 348 
247 (1995) 510 
249 (1996) 191 
250 (1996) 443 
249 (1996) 433 


248 (1996) 50 


245 (1995) 555 


249 (1996) 381 
243 (1995) 36 
245 (1995) 59 
250 (1996) 544 


249 (1996) 195 


241 (1995) 33 
242 (1995) 570 
248 (1996) 95 
248 (1996) 345 
244 (1995) 224 
249 (1996) 496 
249 (1996) 476 
250 (1996) 523 


249 (1996) 191 
242 (1995) 521 
244 (1995) 27 
245 (1995) 400 
242 (1995) 604 


247 (1995) 348 
241 (1995) 89 
243 (1995) 456 





Author index to volumes 24/~250 


Friesner, R.A., see Lu, D 

Frisch, M.J., see Burant, J.C. 

Frisch, M.J., see Yamamoto, N. 

Fritzer, H.P., see Luxbacher, T 

Fritzsche, S., R. Haberlandt, J. Karger, H. Pfeifer, K. Heinzinger and M. Wolfsberg, 
Influence of exchangeable cations on the diffusion of neutral diffusants in zeolites of 
type LTA. An MD study 

Fréchtenicht, R. and M. Hartmann, Hydrogen formation in laser-induced unimolecular 
reactions of substituted benzenes 

Froncisz, W., see Hilczer, W. 

Fu, R. and G. Bodenhausen, Broadband decoupling in NMR with frequency-modulated 
‘chirp’ pulses 

Fuglesang, C.D., see Pipes, L.C 

Fujimaki, S., see Hiraoka, K. 

Fujimaki, S., see Hiraoka, K. 

Fujisawa, G., see Sato, K. 

Fujita, H., see Sugimoto, T. 

Fujiwara, Y., see Cao, H. 

Fukuda, Y., T. Tsukuda, A. Terasaki and T. Kondow, Intracluster polymerization in 
acrylonitrile cluster anions studied by photoelectron spectroscopy 

Fukumi, T., see Kamada, K. 


Fukushima, M. and K. Obi, Dispersed fluorescence spectra from single vibronic levels of 
the benzyl! radical observed in a pulsed discharge jet 
Fukushima, M. and K. Obi, Laser-induced fluorescence spectra of jet cooled p-chloroben- 


zyl radical 

Fukushima, M., see Xu, Y 

Fullagar, W.K., D. Cookson, J.W. Richardson Jr., P.A. Reynolds and J.W. White, Dispro- 
portionation of Rb,C,,. by ammonia to produce two new ammoniated fullerides 

Funasaka, H., K. Sakurai, K. Sugiyama, K. Yamamoto and T. Takahashi, Superconducting 
transition at 12.5 K in Rb.C, 

Fung, P.C.W., see Chow, J.C.L. 


Gadea, F.X., see Kempgens, B. 

Gadea, F.X., see Berriche, H. 

Gadéa, F.X., see Bastida, A. 

Gadre, S.R., see Chandra, A.K. 

Gadzuk, J.W., see Chakrabarti, N. 

Gallagher, S.H., R.S. Armstrong, P.A. Lay and C.A. Reed, Solvent/C,, interactions 
evidenced in the resonance Raman spectrum of C,, 

Gallagher, S.H., see Bolskar, R.D. 

Gallogy, E.B., see Han, K.-L. 

Galonska, R., see Bastida, A. 

Galvani, E., see Benedek, G. 

Ganguly, B.N., see Bletzinger, P. 

Gaponenko, S.V., see Artemyev, M.V. 

Garavelli, M., see Celani, P. 

Garbuzov, D.Z., V. Bulovi¢, P.E. Burrows and S.R. Forrest, Photoluminescence efficiency 
and absorption of aluminum-tris-quinolate (Alq ,) thin films 


242 (1995) 543 
248 (1996) 43 
250 (1996) 373 
241 (1995) 103 


242 (1995) 361 


250 (1996) 209 
247 (1995) 601 


245 (1995) 415 
247 (1995) 564 
241 (1995) 623 
245 (1995) 14 
245 (1995) 432 
249 (1996) 304 
246 (1995) 171 


242 (1995) 121 
249 (1996) 329 


242 (1995) 443 


248 (1996) 269 
242 (1995) 126 


245 (1995) 102 


241 (1995) 154 
247 (1995) 45 


246 (1995) 347 
247 (1995) 8&5 
249 (1996) 1 
247 (1995) 95 
242 (1995) 490 


248 (1996) 353 
247 (1995) 57 
243 (1995) 29 
249 (1996) 1 
244 (1995) 339 
247 (1995) 584 
243 (1995) 450 
243 (1995) 1 


249 (1996) 433 





24 Author index to volumes 241-250 


Garcia, J.1., see Alvira, E. 

Garcia-Moreno, I., see Costela, A. 

Garcia-Vela, A., see Rubayo-Soneira, J. 

Garland, N.L. and H.H. Nelson, Temperature dependent kinetics of the reaction OH + 
CF,CH,CF, 

Garner, M.C., C.R. Sherwood, K.A. Hanold and R.E. Continetti, Photodissociation dynam- 
ics of O; at 523 nm 

Garrett, W.R., Y. Zhu, L. Deng and M.G. Payne, Coherent multiphoton resonant excitation 
profiles: analytical applications 

Gartstein, Yu.N. and E.M. Conwell, High-field hopping mobility in molecular systems with 
spatially correlated energetic disorder 

Gartstein, Yu.N., E.M. Conwell and M.J. Rice, Electron—hole collision cross section in 
discrete hopping systems 

Garvey, J.F., see Stry, J.J. 

Gates, S.M., see Chiang, C.-M. 

Gatti, C., B. Silvi and F. Colonna, Dipole moment of the water molecule in the condensed 
phase: a periodic Hartree—Fock estimate 

Gauss, J., see Biihl, M. 

Gauss, J., see Sundholm, D. 

Gaveau, M.A., B. Schilling, C. Gée, O. Sublemontier, J.-P. Visticot, J.M. Mestdagh and J. 
Berlande, Chemiluminescent Ba +N,O reaction in molecular clusters of CH, and 
mixed Ar/CH, clusters 

Gée, C., see Gaveau, M.A. 

Geerlings, P., see De Proft, F. 

Geerlings, P., see De Proft, F. 

Gellini, C., P.R. Salvi and N. Orlic, Inductive effects in alternants hydrocarbons: the 
two-photon spectra of biphenylene and 2,3,6,7-tetra-ethyl-biphenylene 

Geng, L. and J.C. Wright, Measurement of the resonant third-order nonlinear susceptibility 
of Cy, by nondegenerate four-wave mixing 

Gentemann, S., C.J. Medforth, T. Ema, N.Y. Nelson, K.M. Smith, J. Fajer and D. Holten, 
Unusual picosecond '(2, 7 * ) deactivation of ruffled nonplanar porphyrins 

George, A.R. and C.R.A. Catlow, An investigation into the effects of ion incorporation on 
the electronic structure of silicate fragments via ab initio computational techniques 

Georges, R., G. Durry, M. Bach, R. Pétrisse, R. Jost and M. Herman, Multinozzle 
supersonic expansion for Fourier transform absorption spectroscopy 

Georges, R., see Bylicki, F. 

Georges, R., see Borras-Almenar, J.J. 

Georgiou, S., see Ledingham, K.W.D. 

Gerber, R.B., see Li, Z. 

Gerloch, M., see Bridgeman, A.J. 

German, E.D. and Yu.I. Kharkats, Calculation of the polar media reorganization energy for 
the model of two dielectric spheres 

Germanenko, I.N., see Artemyev, M.V. 

Gershgoren, E., see Buch, V. 

Giacometti, G., see Di Valentin, M. 

Gianturco, F.A., see Mahapatra, S. 

Gianturco, F.A., see Pilar de Lara, M. 

Giardini Guidoni, A., see Piccirillo, S. 


245 (1995) 335 
249 (1996) 373 
243 (1995) 236 


248 (1996) 296 


248 (1996) 20 


246 (1995) 446 


245 (1995) 351 


249 (1996) 451 
243 (1995) 199 
246 (1995) 275 


247 (1995) 135 
241 (1995) 248 
243 (1995) 264 


246 (1995) 307 
246 (1995) 307 
247 (1995) 154 
250 (1996) 393 


246 (1995) 335 


249 (1996) 105 


245 (1995) 441 


247 (1995) 408 


246 (1995) 601 
245 (1995) 7 
249 (1996) 7 
247 (1995) 555 
243 (1995) 257 
247 (1995) 304 


246 (1995) 427 
243 (1995) 450 
247 (1995) 149 
248 (1996) 434 
241 (1995) 223 
242 (1995) 336 
247 (1995) 577 





Author index to volumes 241-250 


Giesen, D.J., see Cramer, C.J. 

Giessner-Prettre, C., see Parisel, O. 

Gill, P.M.W., see White, C.A. 

Gilles, M.K., see Turnipseed, A.A. 

Gilliams, B., see Gérller-Walrand, C. 

Girardet, C., see Picaud, S. 

Glushkov, V.N., On a choice of multireference space in many-body perturbation theory 

Gobbi, A., Y. Yamaguchi, G. Frenking and H.F. Schaefer Ill, The role of o and 7 
stabilization in benzene, allyl cation and allyl anion. A canonical orbital energy 
derivative study 

Gobel, E.O., see Pauck, T. 

Gobel, E.O., see Haring Bolivar, P. 

Goddard III, W.A., see Lu, D. 

Goddard III, W.A., see Musgrave, C.B. 

Gotab, S., see Ryba-Romanowski, W. 

Goldbeck, R.A., see Moller, S. 

Goldman, J.R., see Deliwala, S. 

Goldman, S., see Joslin, C.G. 

Goldoni, A., see Cepek, C. 

Goldshleger, N.F., see Lobach, A.S. 

Gomet, J.C., see Canosa, A. 

Gomez Llorente, J.M., see Hern4ndez-Rojas, J. 

Gompper, R., see Stadler, S. 


Gondal, M.A., M.A. Khan and M.H. Rais, Emission spectra of calcium dimer. The 
A'S*-X 'S* system 

Gonthier-Vassal, A., see Céolin, R. 

Gonzalez, A.I. and M. Yaiiez, Energetics of addition versus insertion mechanisms in the 


Si*(?P) + HCOOH reaction 


Gonzalez Urefia, A., see Bescés, B. 

Goo, J.S., see Lee, K. 

Gopinath, C.S., see Velayutham, M. 

Gordon, E.B., V.G. Egorov, S.E. Nalivaiko, V.S. Pavlenko and O.S. Rzhevsky, The 
theoretical and experimental distinguishing of photoassociation into the XeC\K(B) state 

Gorller-Walrand, C., B. Gilliams and J. D’Olieslager, Optical evidence for Rh(II) in a NaCl 
lattice 

G6orller-Walrand, C., see Binnemans, K. 

Gortel, Z.W. and J.-P. de Villiers, Theoretical investigation of the photodissociation 
dynamics by the decay of a non-dissociative excited state: application to core-excited N, 

Goslar, J., see Hilczer, W. 

Goto, T., see Kimura, T. 

Gottwald, J.. D.E. Demco, R. Graf and H.W. Spiess, High-resolution double-quantum 
NMR spectroscopy of homonuclear spin pairs and proton connectivities in solids 

Gozzini, A., see Xu, J.H. 

Grabo, T. and E.K.U. Gross, Density-functional theory using an optimized exchange—corre- 
lation potential (Chem. Phys. Letters 240 (1995) 141). Erratum 

Graf, R., see Gottwald, J. 

Grahn, W., see Stadler, S. 

Gramza, M., see Hilczer, W. 


245 (1995) 165 
250 (1996) 178 
248 (1996) 482 
242 (1995) 427 
246 (1995) 163 
242 (1995) 212 
244(1995) 1 


244(1995) 27 
244 (1995) 171 
245 (1995) 534 
242 (1995) 543 
247 (1995) 359 
242 (1995) 623 
243 (1995) 579 
242 (1995) 617 
244 (1995) 93 
250 (1996) 537 
243 (1995) 22 
245 (1995) 407 
243 (1995) 587 
245 (1995) 292 


243 (1995) 94 
244 (1995) 100 


248 (1996) 102 
244 (1995) 407 
244 (1995) 213 
249 (1996) 71 


242 (1995) 75 


246 (1995) 163 
245 (1995) 75 


245 (1995) 41 
247 (1995) 601 
246 (1995) 571 


243 (1995) 314 
243 (1995) 474 


241 (1995) 635 
243 (1995) 314 
247 (1995) 271 
247 (1995) 601 





26 Author index to volumes 241-250 


Grand, A., see Barone, V. 

Grand, A., see Barone, V. 

Grant, E.R., see Yin, Y.-Y. 

Granucci, G. and M. Persico, Coherent excitation of wavepackets in two electronic states. 
Interference effects at an avoided crossing 

Graupner, W., G. Leising, G. Lanzani, M. Nisoli, S. De Silvestri and U. Scherf, Femtosec- 
ond relaxation of photoexcitations in a solution of a poly(para-phenylene)-type ladder 
polymer 

Gravitis, J., see Kokorevics, A. 

Gray, C.G., see Joslin, C.G. 

Grebner, Th.L. and H.J. Neusser, Pulsed field threshold ionization of van der Waals 
complexes. The dissociation energy of ionic and neutral dibenzo-p-dioxin - Ar and “Kr 

Green, M.L.H., see Tsang, S.C. 

Greenham, N.C., 1.D.W. Samuel, G.R. Hayes, R.T. Phillips, Y.A.R.R. Kessener, S.C. 
Moratti, A.B. Holmes and R.H. Friend, Measurement of absolute photoluminescence 
quantum efficiencies in conjugated polymers 

Gregory, D.M., D.J. Mitchell, J.A. Stringer, S. Kiihne, J.C. Shiels, J. Callahan, M.A. 
Mehta and G.P. Drobny, Windowless dipolar recoupling: the detection of weak dipolar 
couplings between spin | /2 nuclei with large chemical shift anisotropies 

Grice, M.E. and P. Politzer, Use of molecular stoichiometry to estimate vibrational energy 

Griffin, R.G., see Wu, G. 

Griffiths, P.T., see Simpson, C.J.S.M. 

Griffiths, P.T., see Simpson, C.J.S.M. 

Grigorenko, B.L., see Nemukhin, A.V. 

Grigoryants, V.M., B.M. Tadjikov, O.M. Usov and Yu.N. Molin, Phase shift of quantum 
oscillations in the recombination luminescence of spin-correlated radical ion pairs 

Grigoryantz, V.M., see Stass, D.V. 

Grimme, S., see Niederalt, C. 

Groenen, E.J.J., see Kohler, J. 

Grofcsik, A., M. Kubinyi and W.J. Jones, Intermolecular photoinduced proton transfer in 
nile blue and oxazine 720 

Gross, E.K.U., see Grabo, T. 

Grossmann, F. and E.J. Heller, A semiclassical correlation function approach to barrier 
tunneling 

Gruber, A., M. Vogel, J. Wrachtrup and C. von Borczyskowski, Magnetic resonance on 
single molecules in an external magnetic field. The Zeeman effect of a single electron 
spin and determination of the orientation of individual molecules 

Gruber, D., see Polly, R. 

Griiner, J., see Kohler, A. 

Grutter, M., see Freivogel, P. 

Gryczynski, 1, H. Malak and J.R. Lakowicz, Three-photon induced fluorescence of 
2,5-diphenyloxazole with a femtosecond Ti:sapphire laser 

Giidel, H.U., see Brunold, T.C. 

Gudipati, M.S., On the 'S—'D emission of O by exciting O, into and beyond the 
Schumann—Runge continuum in Ar matrices at 15 K 

Gudipati, M.S., Photolysis of N,O at 125 nm in Ar matrices at 15 K: further evidence for 
the 120.7 nm band of O(’P) 

Guerra, M., Theoretical study on the a-proton hfs constant in methylsily! radicals 


242 (1995) 351 
246 (1995) 53 
241 (1995) 591 


246 (1995) 228 


246 (1995) 95 
243 (1995) 205 
244 (1995) 93 


245 (1995) 578 
249 (1996) 413 


241 (1995) 89 


246 (1995) 654 
244 (1995) 295 
249 (1995) 210 
246 (1995) 269 
250 (1996) 342 
250 (1996) 226 


246 (1995) 392 
243 (1995) 533 
245 (1995) 455 
250 (1996) 137 


250 (1996) 261 
241 (1995) 635 


241 (1995) 45 
242 (1995) 465 
249 (1996) 174 
243 (1995) 456 


249 (1996) 191 


245 (1995) 30 
249 (1996) 77 


242 (1995) 132 


248 (1996) 452 
246 (1995) 251 





Author index to volumes 241-250 


Guest, M.F., see Fantucci, P. 

Guez, D., D. Markovitsi, M. Sommerauer and M. Hanack, Photophysical properties of a 
ruthenium(II) phthalocyanine 

Guihery, N., D. Maynau and J.-P. Malrieu, From quinoidal to diradical structure in 
substituted n-para-xylylene (n = 1, 2, 3) molecules. A Heisenberg Hamiltonian study 

Gullion, T., Measurement of dipolar interactions between spin-| /2 and quadrupolar nuclei 
by rotational-echo, adiabatic-passage, double-resonance NMR 

Guo, F., see Lin, S.H. 

Guo, T., P. Nikolaev, A. Thess, D.T. Colbert and R.E. Smalley, Catalytic growth of 
single-walled nanotubes by laser vaporization 

Guo, X.Y., B. Zhong and S.Y. Peng, Kinetics of the first-order reaction on fractals and 
Monte Carlo simulations 

Gupta, V., S.S. Nivarthi, A.V. McCormick and H.T. Davis, Evidence for single file 
diffusion of ethane in the molecular sieve AIPO,-5 

Gutowski, M., M.M. SzczeSniak and G. Chatasifiski, Comment on **A possible definition 
of basis set superposition error’’ 

Gutsev, G.L. and L. Adamowicz, The valence and dipole-bound states of the cyanomethide 
ion, CH,CN 

Guyot-Sionnest, P., see Peremans, A. 

Gwaltney, S.R. and R.J. Bartlett, An application of the equation-of-motion coupled cluster 
method to the excited states of formaldehyde, acetaldehyde, and acetone 

Gwaltney, S.R., M. Nooijen and R.J. Bartlett, Simplified methods for equation-of-motion 
coupled-cluster excited state calculations 


Haas, Y., see Kendler, S. 

Haberlandt, R., see Fritzsche, S. 

Hada, M., see Nakatsuji, H. 

Hada, M., see Nakatsuji, H. 

Hada, M., see Hasegawa, J. 

Hada, M., see Nakatsuji, H. 

Haeberlen, U., see Miller, A. 

Hagler, T.W., see Cornil, J. 

Halas, N.J., see Averitt, R.D. 

Halberstadt, N., see Bastida, A. 

Hamilton, T.P., A.G. Willis and S.D. Williams, Ab initio predictions of the lowest 
electronic states, structures vibrational frequencies of phenylphosphinidene 

Hamstra, M.A., see Folkerts, H.F. 

Han, K.-L., R.-C. Lu, H. Lin, E.B. Gallogy and W.M. Jackson, Formation of a supersonic 
beam of C,,.H,, in a Knudsen oven source containing C,,. and hydrogen 

Hanack, M., see Guez, D. 

Hanan, G.S., see Credi, A. 

Hancock, G., see Ball, S.M. 

Handy, N.C., see Neumann, R. 

Handy, N.C., see Ingamells, V.E. 

Handy, N.C., see Klatt, G. 

Hannachi, Y., P. Hassanzadeh and L. Andrews, Reaction of boron atems with ethylene: ab 
initio study of the borirane radical 

Hanold, K.A., see Garner, M.C. 


27 


250 (1996) 47 


249 (1996) 309 


248 (1996) 199 


246 (1995) 325 
249 (1996) 20 


243 (1995) 49 


242 (1995) 228 


247 (1995) 596 


241 (1995) 140 


246 (1995) 245 
247 (1995) 243 


241 (1995) 26 


248 (1996) 189 


242 (1995) 139 
242 (1995) 361 
247 (1995) 418 
249 (1996) 284 
250 (1996) 159 
250 (1996) 379 
248 (1996) 249 
247 (1995) 425 
242 (1995) 592 
249 (1996) 1 


246 (1995) 59 
246 (1995) 135 


243 (1995) 29 
249 (1996) 309 
243 (1995) 102 
245 (1995) 1 
246 (1995) 381 
248 (1996) 373 
249 (1996) 272 


250 (1996) 421 
248 (1996) 20 





28 Author index to volumes 241-250 


Hansen, A.E., see Pedersen, T.B. 

Hansen, F.Y., see Henriksen, N.E. 

Hansson, T., see Daum, R. 

Hansson, T., see Berg, L.-E. 

Happek, U., see Engholm, J.R. 

Hara, K., H. Kiyotani and D.S. Bulgarevich, Effect of frequency-dependent friction for the 
excited-state isomerization dynamics of 2-vinylanthracene in solution 

Hara, T., see Terazima, M. 


Harata, A., T. Edo and T. Sawada, Analysis of hydrogen on a platinum electrode using 
sub-picosecond time-resolved transient reflectivity measurements under electrochemical 
potential control 


Hare, D.E., J. Franken and D.D. Dlott, A new method for studying picosecond dynamics of 
shocked solids: application to crystalline energetic materials 

Hargrave, P.C., F.A. Smith, K. Bown and R. Carr, Time-differential PAC parameters for 
"'In-DTPA labelled vesicles 

Harigaya, K., Metallic and insulating states in two-dimensional C,,. polymers 

Haring Bolivar, P., G. Wegmann, R. Kersting, M. Deussen, U. Lemmer, R.F. Mahrt, H. 
Bassler, E.O. Gobel and H. Kurz, Dynamics of excitation transfer in dye doped 
m-conjugated polymers 

Harris, S.J., see Musgrave, C.B. 

Harris, S.M. and S. Holloway, Resonant inelastic scattering of electrons from gas-phase 
and physisorbed N,. A time-dependent approach 

Harrison, N.M., see Mackrodt, W.C. 

Harrison, R.J., see Fantucci, P. 

Harrison, R.J., see Bernholdt, D.E. 

Hartmann, M., see Fréchtenicht, R. 

Harutyunyan, A.R. and A.A. Kuznetsov, Magnetic interactions in compounds based on 
nickel phthalocyanines and pyridine 

Harutyunyan, A.R., Hyperfine structure in the EPR spectra of an organometallic magnet 
based on doped cobalt phthalocyanine 

Hasan, M., see Toto, T.T. 

Hasche, T., S.H. Ashworth, E. Riedle, M. Woerner and T. Elsaesser, Vibrational and 
vibronic dynamics of large molecules in solution studied on a 20 fs timescale 

Hase, H. and Y. Miyatake, Comparative ESR study of C,,. and C., radical anions produced 
in y-irradiated organic solid solutions at 77 K 

Hasegawa, J., M. Hada, M. Nonoguchi and H. Nakatsuji, Ground and excited states of Mg 
porphin studied by the SAC/SAC-CI method 

Hasegawa, J., see Nakatsuji, H. 

Hasegawa, J., see Toyota, K. 

Hasegawa, Y., K. Murakoshi, Y. Wada, S. Yanagida, J.-H. Kim, N. Nakashima and T. 
Yamanaka, Enhancement of luminescence of Nd*°* complexes with deuterated hexafluo- 
roacetylacetonato ligands in organic solvent 

Haser, M., see Eichkorn, K. 

Hashimoto, K., see Aoki, K. 

Hashimoto, T., K. Hirao and H. Tatewaki, Comment on Dunning’s correlation-consistent 
basis sets 

Hassanzadeh, P., see Hannachi, Y. 

Haupts, U., see Arlt, T. 


246(1995) 1 
244 (1995) 350 
246 (1995) 607 
248 (1996) 283 
249 (1996) 387 


242 (1995) 455 
246 (1995) 577 


249 (1996) 112 


244 (1995) 224 


246 (1995) 626 
242 (1995) 585 


245 (1995) 534 
247 (1995) 359 


243 (1995) 393 
250 (1996) 66 
250 (1996) 47 
250 (1996) 477 
250 (1996) 209 


241 (1995) 168 


246 (1995) 615 
244 (1995) 59 


244 (1995) 164 


245 (1995) 95 


250 (1996) 159 
250 (1996) 379 
250 (1996) 437 


248 (1996) 8 
242 (1995) 652 
242 (1995) 527 


243 (1995) 190 
250 (1996) 421 
241 (1995) 559 





Author index to volumes 241-250 


Hauser, A., see Jefti¢, J. 

Havighorst, M. and M. Prager, Ammonia tunnelling in Hofmann clathrates: consistent 
description by internal and centre of mass quantum rotation 

Hawkins, G.D., C.J. Cramer and D.G. Truhlar, Pairwise solute descreening of solute 
charges from a dielectric medium 

Hayase, T., see Nakajima, A. 

Hayashi, H., see Igarashi, M 

Hayashi, H., see Sakaguchi, Y. 

Hayashi, M., see Lin, S.H. 

Hayes, G.R., see Greenham, N.C. 

Hayes, W., see Valladares, R.M. 

Haynes, C.L. and P.B. Armentrout, Guided ion-beam determination of the Co” 
dissociation energy 

Hazell, 1., see Sogaard, J. 

He, H., see Cheng, C.-F. 

Head-Gordon, M., D. Maurice and M. Oumi, A perturbative correction to restricted open 
shell configuration interaction with single substitutions for excited states of radicals 

Head-Gordon, M., see Lee, T.J. 

Head-Gordon, M., see White, C.A. 

Healey, F., R.N. Carter, G. Worthy and A. Hodgson, Endothermic dissociative chemisorp- 
tion of molecular D, on Ag(111) 

Heard, D.E., see Milce, A.P. 

Heeger, A.J., see McElvain, J. 

Heeger, A.J., see Sariciftci, N.S. 

Heenan, R.K., see Eastoe, J. 

Hegde, M.S., see Salai Cheettu Ammal, S. 

Heggie, M.I., C.D. Latham, S.C.P. Maynard and R. Jones, Cooperative polarisation in ice 
I,, and the unusual strength of the hydrogen bond 

Heijmen, T.G.A., see Moszynski, R. 

Heikal, A.A., S.H. Chong, J.S. Baskin and A.H. Zewail, Microscopic friction and solvation 
in barrier crossing: isomerization of stilbene in size-selected hexane clusters 

Heinemann, C., W. Koch and H. Schwarz, An approximate method for treating spin—orbit 
effects in platinum 

Heinemann, C., J. Schwarz and H. Schwarz, Comment on: ‘‘The binding energy of 
Ni*- N,O”’ 

Heinze, J., see Sick, V. 

Heinzinger, K., see Fritzsche, S. 

Heinzinger, K., see Toth, G. 

Heitz, M.-C. and C. Daniel, A CASPT2 calculation of the lowest excited states 
H,Fe(CO), 

Helgaker, T., see Jaszufiski, M. 

Helgaker, T., see Barszczewicz, A. 

Heller, E.J., see Grossmann, F. 

Hellwig, C., see Bagus, P.S. 

Helm, R.M., R. Neuhauser and H.J. Neusser, Rotationally resolved UV spectroscopy 
room temperature benzene by sub-Doppler degenerate four-wave mixing 

Helmle, M., see Lee, Y.K. 

Helmle, M., see Karlsson, T. 


248 (1996) 458 


250 (1996) 232 


246 (1995) 122 
241 (1995) 295 
243 (1995) 545 
245 (1995) 591 
249 (1996) 20 
241 (1995) 8&9 
242(1995) 1 


249 (1996) 64 
241 (1995) 573 
244 (1995) 117 


246 (1995) 114 
243 (1995) 402 
248 (1996) 482 


243 (1995) 133 
250 (1996) 95 
247 (1995) 221 
247 (1995) 510 
245 (1995) 571 
248 (1996) 153 


249 (1996) 485 
247 (1995) 440 


242 (1995) 380 


245 (1995) 509 


247 (1995) 611 
249 (1996) 335 
242 (1995) 361 
245 (1995) 48 


246 (1995) 488 
243 (1995) 144 
250 (1996) 1 
241 (1995) 45 
248 (1996) 129 


249 (1996) 365 
242 (1995) 304 
247 (1995) 534 





30 Author index to volumes 241-250 


Henari, F.Z., see Puech, K. 

Henderson, D., A. Trokhymchuk and O. Pizio, Density profiles for dimerizing fluid near a 
permeable surface 

Hennig, R., see Muccini, M. 

Hennig, R., see Pauck, T. 

Henriksen, N.E., F.Y. Hansen and G.D. Billing, The surface temperature effect on the 
dissociative sticking of N, on Fe(111) 

Hepworth, P.A., J. McCombie, J.P. Simons, J.F. Pfanstiel, J.W. Ribblett and D.W. Pratt, 
High resolution electronic spectroscopy of molecular conformers. Methyl- and ethyl-3- 
aminobenzoic acid esters 

Her, T.H., see Deliwala, S. 

Herman, M., see Campargue, A. 

Herman, M., see Georges, R. 

Hermans, L.J.F., see Nagels, B. 

Hernandez-Acevedo, L., see Arratia-Pérez, R. 

Hernandez, M.I., see Roncero, O. 

Hernandez, M.I., see Campos-Martinez, J. 

Hernandez, M.L., see Alvarifio, J.M. 

Hernéndez, R. and D.C. Clary, Electronic spectra of the OH(A ?3* )-H, and 
OH(A **)-D, complexes 

Hernandez-Rojas, J., J. Breté6n and J.M. Gomez Llorente, On polarization effects in 


endohedral fullerene complexes (Chem. Phys. Letters 235 (1995) 160). Erratum 
Hess, B.A., see Seth, M. 


Hess, B.C., D.V. Bowersox, S.H. Mardirosian and L.D. Unterberger, Electroabsorption in 


Cy, and C,,. Third-order nonlinearity in molecular and solid states 

Hester, R.E., see Arnold, C.J. 

Heully, J.L., see Meller, J. 

Heydtmann, H., see Behr, P. 

Hiberty, P.C., see Humbel, S. 

Hilczer, W., J. Goslar, M. Gramza, S.K. Hoffmann, W. Blicharski, A. Osyczka, B. Turyna 
and W. Froncisz, A resonance enhancement of the phase relaxation in the electron spin 
echo of nitroxide covalently attached to cytochrome c 

Hilico, J.C., see Bronnikov, D.K. 

Hill, H.A.O., see Tsang, S.C. 

Hill, J.R., D.D. Dlott, M.D. Fayer, K.A. Peterson, C.W. Rella, M.M. Rosenblatt, K.S. 
Suslick and C.J. Ziegler, Vibrational relaxation of carbon monoxide in model heme 
compounds. 6-coordinate metalloporphyrins (M = Fe, Ru, Os) 

Hillier, 1.H., see Davidson, M.M. 

Hillier, 1.H., see Buesnel, R. 

Hinds, K., J.H. Holloway and A.C. Legon, The complex OC...CIF identified as a 
pre-chemical intermediate by rotational spectroscopy of carbon monoxide—chlorine 
monofluoride mixtures 

Hinds, K., see Bloemink, H.I. 

Hinds, K., see Bloemink, H.I. 

Hippler, M. and J. Pfab, Detection and probing of nitric oxide (NO) by two-colour laser 
photoionisation (REMPI) spectroscopy on the A < X transition 

Hirao, K., see Hashimoto, T. 


247 (1995) 13 


245 (1995) 615 
242 (1995) 207 
244 (1995) 171 


244 (1995) 350 


249 (1996) 341 
242 (1995) 617 
242 (1995) 101 
246 (1995) 601 
242 (1995) 48 
247 (1995) 163 
246 (1995) 187 
246 (1995) 197 
241 (1995) 408 


244 (1995) 421 


243 (1995) 587 
250 (1996) 461 


248 (1996) 141 
248 (1996) 464 
244 (1995) 440 
247 (1995) 327 
247 (1995) 126 


247 (1995) 601 
249 (1996) 423 
249 (1996) 413 


244 (1995) 218 
246 (1995) 536 
247 (1995) 391 


242 (1995) 407 
242 (1995) 113 
245 (1995) 598 


243 (1995) 500 
243 (1995) 190 





Author index to volumes 241-250 


Hiraoka, K., A. Shimizu, A. Minamitsu, M. Nasu, S. Fujimaki and S. Yamabe, The small 
binding energies of the negative cluster ions: SF; (SF,),, SF; (SF,), and F~(SK,), (n= 1 
and 2), in the gas phase 

Hiraoka, K., M. Nasu, S. Fujimaki, E.W. Ignacio and S. Yamabe, Weak ion—molecule 
complexes of F~(CF,), and CF; (CF,), 

Hirota, K., M.-B. Song and M. Ito, In-situ infrared spectroscopy of water and electrolytes 
adsorbed on a Pt(111) electrode surface in acid solution. Structural changes of adsorbed 
water molecules upon an electrode potential 

Hirota, N., see Terazima, M. 

Hirsch, G., see Cai, Z.-L. 

Hirst, D.M., see Yoshikawa, M. 

Hiyama, M. and H. Nakamura, Superexcited states of CO near the first ionization threshold 

Hobza, P., O. Bludsky, H.L. Selzle and E.W. Schlag, Ab initio calculations on the 
structure, vibrational frequencies, and valence excitation energies of the benzene...Ar 
and benzene...Ar, cluster 

Hochstrasser, R.M., see Diller, R. 

Hodgson, A., see Healey, F. 

Hoff, A.J., see Dzuba, S.A. 

Hoffman, D.K., see Huang, Y. 

Hoffmann, E.C., G. Jeschke and A. Schweiger, Analytical description of selective excita- 
tion in pulsed EPR and application to the two-pulse coherent Raman beat experiment 

Hoffmann, S.K., see Hilczer, W. 

Hokari, N., see Tachikawa, H. 

Holloway, J.H., see Bloemink, H.I. 

Holloway, J.H., see Hinds, K. 

Holloway, J.H., see Bloemink, H.1. 

Holloway, J.H., see Bloemink, H.1. 

Holloway, J.H., see Bloemink, H.1. 

Holloway, S., see Harris, S.M. 

Holloway, S., see Kay, M. 

Holmes, A.B., see Greenham, N.C. 

Holovko, M.F., see Protsykevich, I.A. 

Holten, D., see Gentemann, S. 

Holtz, B., see Powles, J.G. 

Hong, B., see Shi, J. 

Hong, D., see Devonshire, R. 

Honma, K., see Matsui, R. 

Hoogesteger, F.J., see ten Grotenhuis, E. 

Horie, K., see Vacha, M. 

Horie, K., see Shirota, H. 

Horie, O., see Neeb, P. 

Horneman, V.-M., see Paso, R. 

Horoyski, P.J., see Percival, P.W. 

Hosoito, N., see Sugimoto, T. 

Howard, B.J., see Bieske, E.J. 

Howard, J.A., EPR, FTIR, and FAB mass spectrometric investigation of reaction of H 
atoms with C,, in a cyclohexane matrix (Chem. Phys. Letters 203 (1993) 540). Erratum 

Hu, C.-H., see Chong, D.P. 


241 (1995) 623 


245 (1995) 14 


250 (1996) 335 
246 (1995) 577 
246 (1995) 529 
244 (1995) 258 
248 (1996) 316 


250 (1996) 402 
241 (1995) 109 
243 (1995) 133 
248 (1996) 427 
243 (1995) 367 


248 (1996) 393 
247 (1995) 601 
241 (1995) 7 
242 (1995) 113 
242 (1995) 407 
245 (1995) 598 
248 (1996) 260 
250 (1996) 567 
243 (1995) 393 
245 (1995) 311 
241 (1995) 89 
248 (1996) 57 
245 (1995) 441 
245 (1995) 178 
246 (1995) 90 
243 (1995) 334 
250 (1996) 560 
250 (1996) 549 
242 (1995) 169 
243 (1995) 297 
246 (1995) 150 
247 (1995) 277 
245 (1995) 90 
249 (1996) 304 
250 (1996) 266 


247 (1995) 194 
249 (1996) 491 





Author index to volumes 241-250 


Hu, P., D.A. King, M.-H. Lee and M.C. Payne, Orbital mixing in CO chemisorption on 
transition metal surfaces 

Huang, C.H., see Wang, K.Z. 

Huang, F.Q. and A.C. Tang, Symmetries of closed-shell icosahedral fullerenes 

Huang, .. see Tang, A.C. 

Huang, ., see Tang, A.C. 

Huang, ., see Tang, A.C. 

Huang, ., see Tang, A.C. 

Huang, J.Q., see Leszczyfiski, J. 

Huang, R., see Lu, W. 

Huang, R.-B., see Wang, C.-R. 

Huang, Y., D.J. Kouri and D.K. Hoffman, Direct approach to density functional theory: 
iterative treatment using a polynomial representation of the Heaviside step function 
operator 

Huber, H., see Ermakova, E. 

Huber, J.R., see Povey, I.M. 

Huber, S. and H. Knézinger, FTIR spectroscopic studies of methane adsorption on sodium 
and cesium containing Y-zeolites 

Hudson, B.S., see Ryu, J. 

Huels, M.A., A.D. Bass, P. Ayotte and L. Sanche, Absolute cross sections for anion 
production by low energy electron impact on physisorbed CO, 

Huisken, F., E.G. Tarakanova, A.A. Vigasin and G.V. Yukhnevich, Vibrational frequency 
shifts and thermodynamic stabilities of (HF), isomers (n = 4—8) 

Humbel, S., 1. Demachy and P.C. Hiberty, HO..OH 
bonded peroxide radical anions 

Hunter, W.R., see Itchkawitz, B.S. 

Huo, W.M., see Thiimmel, H.T. 

Husain, D., see Berg, L.-E. 

Hutter, J., see Marx, D. 

Hutter, J., see Tornaghi, E. 

Hutton, D.R., see Song, R. 

Hutton, D.R., see Song, R. 

Hwang, C.H., S.A. Klassen, N. Moazzen-Ahmadi and D.W. Tokaryk, Infrared diode laser 
spectroscopy of C,: the v, band of the a°I1,, electronic state 

Hwang, J.-K. and J.-J. Pan, Simulation of chemical reactions in solution by a combination 
of classical and quantum mechanical approach 

Hwang, S.M., see Ryu, S.-O. 

Hyvénen, M., M. Ala-Korpela, J. Vaara, T.T. Rantala and J. Jokisaari, Effects of two 
double bonds on the hydrocarbon interior of a phospholipid bilayer 


: a model for stable three-electron 


Ichikawa, T., see Sato, T. 

Igarashi, M., Y. Sakaguchi and H. Hayashi, Effects of large magnetic fields on the dynamic 
behavior of radical ion pairs in a non-viscous solution at room temperature 

Iglesias, E., T.L. Sordo and J.A. Sordo, Does a cooperative mechanism explain the 
unusually large gas—solid structure differences found for HCN...BF,? 

Ignacio, E.W., see Hiraoka, K. 

Ikagawa, T., T. Otsuka and Y. Kaizu, On the spin-polarization in the ground state of the 
Crd) ion 


246 (1995) 73 
243 (1995) 217 
248 (1996) 361 
243 (1995) 387 
245 (1995) 561 
247 (1995) 494 
250 (1996) 528 
244 (1995) 252 
241 (1995) 373 
242 (1995) 355 


243 (1995) 367 
246 (1995) 204 
248 (1996) 470 


244 (1995) 111 
245 (1995) 448 


245 (1995) 387 
245 (1995) 319 
247 (1995) 126 
243 (1995) 211 
247 (1995) 366 
248 (1996) 283 
241 (1995) 457 
246 (1995) 469 
243 (1995) 324 
247 (1995) 477 
250 (1996) 273 


243 (1995) 171 
242 (1995) 279 


246 (1995) 300 


242 (1995) 310 


243 (1995) 545 


248 (1996) 179 
245 (1995) 14 


248 (1996) 255 





Author index to volumes 241-250 


Ikeda, T., K. Nishimoto and T. Asada, Structural features for hydrated CN 
room temperature 

Ikegami, Y., see Tero-Kubota, S. 

Ikuta, S., see Aoki, K. 

Ilkov, F.A., S. Turgeon, T.D.G. Walsh and S.L. Chin, Behaviour of D, in an intense CO, 
laser field 


clusters at 


Illas, F., see Sousa, C. 

Illenberger, E., see Ingolfsson, O. 

Imbihl, R., see Mertens, F. 

Inabe, T., see Kawamata, J. 

Inakuma, M., see Saito, Y. 

Ingamells, V.E. and N.C. Handy, Towards accurate exchange—correlation potentials for 
molecules 

Ingolfsson, O. and E. Illenberger, Electron attachment reactions in mixed SF,/N, clusters 

Inoue, K., see Kawamata, J. 

Inoue, Y., see Watanabe, Y. 

Ishida, T., K. Tomioka, T. Nogami, H. Yoshikawa, M. Yasui, F. Iwasaki, N. Takeda and 
M. Ishikawa, An organic metamagnet: 4-(2-naphtylmethyleneamino)-2,2,6,6-tetrameth- 
ylpiperidin-1-oxyl 

Ishii, C., N. Shindo and K. Kaneko, Random magnetism of superhigh surface area carbon 
having minute graphitic structures 

Ishii, Y., J. Ashida and T. Terao, '°C-'H dipolar recoupling dynamics in ‘°C multiple-pulse 
solid-state NMR 

Ishikawa, M., see Yahiro, H. 

Ishikawa, M., see Ishida, T. 

Itchkawitz, B.S., J.P. Long, T. Schedel-Niedrig, M.N. Kabler, A.M. Bradshaw, R. Schlégl 


and W.R. Hunter, Photoemission and C Is near-edge absorption from photopolymerized 
C,, films 


Itchkawitz, B.S., see Kempgens, B. 

Ito, H., see Sato, N. 

Ito, M., see Ogasawara, H. 

Ito, M., see Hirota, K. 

Ito, T., see Sato, T. 

Itoh, M., see Kohtani, S. 

lucci, G., K. Xing, M. Légdlund, M. Fahiman and W.R. Salaneck, Polaron to bipolaron 
transition in a conjugated polymer. Rubidium-doped poly( p-phenylenevinylene) 

Iviev, A.N., see Denisov, V.N. 

Iwai, K., see Ohtani, B. 

Iwai, K., see Cao, H. 

Iwamae, A., see Berg, L.-E. 

Iwasaki, F., see Ishida, T. 

Iwasawa, Y., see Sueyoshi, T. 

Iwata, S., see Sonoda, Y. 

Iwata, S., see Zhan, C.-G. 

Izuha, M. and K. Yamanouchi, New vibronic bands of the laser-vaporized C, cluster. 
Determination of the v, fundamental in the A'tl, state 


248 (1996) 329 
249 (1996) 314 
242 (1995) 527 


247 (1995) 1 
249 (1996) 123 
241 (1995) 180 
242 (1995) 221 
249 (1996) 29 
250 (1996) 80 


248 (1996) 373 
241 (1995) 180 
249 (1996) 29 
244 (1995) 231 


247 (1995) 7 


242 (1995) 196 


246 (1995) 439 
246 (1995) 167 
247 (1995) 7 


243 (1995) 211 
246 (1995) 347 
242 (1995) 650 
245 (1995) 304 
250 (1996) 335 
242 (1995) 310 
247 (1995) 293 


244 (1995) 139 
246 (1995) 176 
242 (1995) 315 
246 (1995) 171 
248 (1996) 283 
247(1995) 7 
241 (1995) 189 
243 (1995) 176 
247 (1995) 401 


242 (1995) 435 





34 Author index to volumes 241-250 


Jackson, N.A., C.W. Watson and K.G. McKendrick, Large rotational energy release in 
collision-induced SiF C 7A-B’?* valence—Rydberg transfer 

Jackson, S.M., see Li, J.-C. 

Jackson, W.M., see Han, K.-L. 

Jager, H., see Polly, R. 

Jamali, J.B., see Mukai, K. 

Jana, C., see Braun, M. 

Janczak, J., see Kubiak, R. 

Jang, H.W. and J.C. Light, Reactive scattering via real finite-range solutions: pointwise 
projections 

Janot, J.-M., see Bensasson, R.V. 

Jarvie, T.P., see Mueller, K.T. 

Jaszufiski, M., S. Szymafiski, O. Christiansen, P. Jorgensen, T. Helgaker and K. Ruud, 
NMR properties of N,; . A comparison of theory and experiment 

Jaszufiski, M., see Barszczewicz, A. 

Jayalakshmi, V. and R. Ramaswamy, New experimental findings in a Belousov—Zhabotin- 
sky system with mixed substrate 

Jean, Y., see Berthe-Gaujac, N. 

Jefti€, J. and A. Hauser, The HS — LS relaxation under external pressure in the Fe(II) 
spin-crossover system [Zn,_ , Fe (ptz), KBF,), (ptz = 1-propyltetrazole, x = 0.1) 

Jellinek, J., see Fantucci, P. 

Jena, P., see Liu, F. 

Jenneskens, L.W., see Flipse, M.C. 

Jenneskens, L.W., see ten Grotenhuis, E. 

Jensen, J.O., P.N. Krishnan and L.A. Burke, Theoretical study of water clusters: heptamers 

Jensen, J.O., P.N. Krishnan and L.A. Burke, Theoretical study of water clusters: octamer 

Jeoung, S.C., D. Kim, S. Kim and S.K. Kim, Triplet state Raman spectra of C,. and C», 

Jeoung, S.C., D. Kim, K.-H. Ahn, D.W. Cho and M. Yoon, Time-resolved resonance 
Raman spectra of free-base tetraarylporphyrins: effects of the peripheral substituents 

Jeschke, G. and A. Schweiger, Hyperfine-correlated electron nuclear double resonance 
spectroscopy 

Jeschke, G., see Hoffmann, E.C. 

Ji, F., see Percival, P.W. 

Jiang, Y., see Li, S. 

Jiang, Y., see Shao, Y. 

Jiang, Y., see Li, S. 

Jiang, Y., see Shao, Y. 

Jiao, J. and S. Seraphin, Internal structure and stability of carbon nanoclusters: arc 
discharge preparation versus CO disproportionation 

Jimenez-Vazquez, H.A., see Laskin, J. 

Jiménez-V4zquez, H.A., see Saunders, M. 

Jiraések, V., see Labfk, S. 

Jodkowski, J.T., see Pagsberg, P. 

Johannessen, O.G., see Lee, Y.K. 

Johnson, B.G. and J. Florian, The prediction of Raman spectra by density functional theory. 
Preliminary findings 

Johnson, B.G., see White, C.A. 

Johnson, B.R., see Modisette, J.P. 


243 (1995) 564 
241 (1995) 290 
243 (1995) 29 
249 (1996) 174 
241 (1995) 618 
245 (1995) 19 
245 (1995) 249 


242 (1995) 62 
245 (1995) 566 
242 (1995) 535 


243 (1995) 144 
250 (1996) 1 


247 (1995) 38 
243 (1995) 165 


248 (1996) 458 
250 (1996) 47 
248 (1996) 213 
245 (1995) 297 
250 (1996) 549 
241 (1995) 253 
246 (1995) 13 
241 (1995) 528 


241 (1995) 533 


246 (1995) 431 
248 (1996) 393 
245 (1995) 90 
241 (1995) 57 
242 (1995) 191 
246 (1995) 221 
248 (1996) 366 


249 (1996) 92 
242 (1995) 249 
248 (1996) 127 
247 (1995) 227 
249 (1996) 358 
242 (1995) 304 


247 (1995) 120 
248 (1996) 482 
250 (1996) 485 





Author index to volumes 241] -—250 


Johnson, M.A., see Dessent, C.E.H. 

Johnson III, R.D., FO* and FO ab initio vibrational constants 

Johr, T., W. Werncke, M. Pfeiffer, A. Lau and L. Dahne, Third-order nonlinear polarizabil- 
ities of a homologous series of symmetric cyanines 

Jokisaari, J., see Ala-Korpela, M. 

Jokisaari, J., see Hyvénen, M. 

Jonah, C.D., see Xujia, Z. 

Jonas, D.M., see Ben-Nun, M. 

Jones, J.A. and A. Pines, Berry dephasing due to diffusion in nuclear quadrupole resonance 

Jones, R., see Heggie, M.I. 

Jones, W.J., see Grofcsik, A. 

Jonsson, D., see Norman, P. 

Jonusauskas, G., see Oberlé, J. 

Jordan, K.D., see Kim, K. 

Jorgensen, P., see Jaszufiski, M. 

Jorgensen, P., see Christiansen, O. 

Jorgensen, P., see Koch, H. 

Joslin, C.G., C.G. Gray and S. Goldman, Infrared rotation and vibration—rotation bands of 
endohedral fullerene complexes. He@C,, 

Jost, R., see Bylicki, F. 

Jost, R., see Georges, R. 

Joucla, M., see Jundt, C. 

Jouvet, C., see Dedonder-Lardeux, C. 

Joyeux, M., Application of Berry and Tabor’s trace formula to the 2D Fermi resonance 
Hamiltonian 

Jundt, C., G. Klein, B. Sipp, J. Le Moigne, M. Joucla and A.A. Villaeys, Exciton dynamics 
in pentacene thin films studied by pump-probe spectroscopy 

Jung, C., see Bagus, P.S. 

Jung, K.-H., see Kang, W.K. 

Jursic, B.S., Hybrid density functional theory study of proton transfer between methane and 
methyl] radical 


Kabler, M.N., see Itchkawitz, B.S. 

Kadono, K., see Sato, T. 

Kador, L., see Miller, A. 

Kahn, O., see Bolvin, H. 

Kai, Y., see Sugimoto, T. 

Kaindl, G., see Piittner, R. 

Kaizu, Y., see Ikagawa, T. 

Kajiyama, K., T. Tomiyama, S. Uchiyama and Y. Kobayashi, Phase transitions of 
sequenced polytripeptides observed by microcalorimetry 

Kajzar, F., see Chane-Ching, K. 

Kajzar, F., see Riehl, D. 

Kaldor, U., see Eliav, E. 

Kaldor, U., see Seth, M. 

Kalinin, D.V., see Bronnikov, D.K. 

Kalnacs, J., see Kokorevics, A. 

Kalotas, T.M., see Lee, A.R. 


35 


244 (1995) 127 
245 (1995) 484 


246 (1995) 521 
242 (1995) 95 
246 (1995) 300 
245 (1995) 421 
245 (1995) 629 
247 (1995) 215 
249 (1996) 485 
250 (1996) 261 
242(1995) 7 
241 (1995) 281 
241 (1995) 39 
243 (1995) 144 
243 (1995) 409 
244 (1995) 75 


244 (1995) 93 
245 (1995) 7 
246 (1995) 601 
241 (1995) 84 
250 (1996) 293 


247 (1995) 454 


241 (1995) 84 
248 (1996) 129 
244 (1995) 183 


244 (1995) 263 


243 (1995) 211 
242 (1995) 310 
241 (1995) 547 
243 (1995) 355 
249 (1996) 304 
250 (1996) 145 
248 (1996) 255 


247 (1995) 299 
242 (1995) 598 
245 (1995) 36 
248 (1996) 405 
250 (1996) 461 
249 (1996) 423 
243 (1995) 205 
243 (1995) 341 





36 Author index to volumes 241-250 


Kalyuzhnyi, Yu.V., O. Pizio and S. Sokotowski, Density profiles of one-component 
shielded sticky point fluid near a hard wall 

Kamada, K., M. Ueda, T. Sakaguchi, K. Ohta and T. Fukumi, Femtosecond optical Kerr 
dynamics of thiophene in carbon tetrachloride solution 

Kanehisa, N., see Sugimoto, T. 

Kaneko, K., see Ishii, C. 

Kang, W.K., Y.S. Kim and K.-H. Jung, Two-dimensional photoelectron imaging of 
state-selected iodine atom by (2 + 1) resonance-enhanced multiphoton ionization 

Kapitonov, A.M., see Artemyev, M.V. 

Kaplan, T., see Liu, F. 

Kaplunov, M.G., see Lobach, A.S. 

Kapp, J., see Leszczyfski, J. 

Karger, J., see Fritzsche, S. 

Karlsson, T., M. Helmle, N.D. Kurur and M.H. Levitt, Rotational resonance echoes in the 
nuclear magnetic resonance of spinning solids 

Karlstrém, G., see Lindh, R. 

Karpov, G.V., see Dunsyuryun, D.H. 

Katayama, D.H., see Thomas, J.M. 

Katayanagi, H., Y. Mo and T. Suzuki, 223 nm photodissociation of OCS. Two components 
in S('D,) and S(*P,) channels 

Kato, M., see Kawamata, J. 

Kato, S., see Nakajima, T. 

Kato, T. and M. Tachiya, Effect of the molecular shapes of the donor and the acceptor on 
electron transfer rates 

Katoh, R., see Koizumi, H. 

Katsov, K.M., see Petrov, S.V. 

Kawamata, H., see Nakajima, A. 

Kawamata, J., K. Inoue, T. Inabe, M. Kiguchi, M. Kato and Y. Taniguchi, Large 
second-harmonic generation coefficients of bis(benzylidene)cycloalkanones estimated by 
the second-harmonic wave generated with the evanescent wave technique 

Kawasaki, S., see Mukai, K. 

Kawashima, Y. and K. Nishizawa, Pulsed molecular beam infrared absorption spectroscopy 
of the N,—CO complex 

Kay, C.W.M., see Di Valentin, M. 

Kay, M., G.R. Darling, S. Holloway, J.A. White and D.M. Bird, Steering effects in 
non-activated adsorption 

Kaya, K., see Nakajima, A. 

Keiderling, T.A., see Tam, C.N. 

Keita, B., L. Nadjo, C. de Cointet, J. Amblard and J. Belloni, STM investigation of 
platinum oligomer clusters prepared by radiolysis 

Keller, G., see Céolin, R. 

Kellman, M.E., see Lu, Z.-M. 

Kemper, P.R., J.E. Bushnell, P. Maitre and M.T. Bowers, Comment on ‘*The origin of 
anomalous bond dissociation energies of V*(H,), clusters’’ 

Kempgens, B., B.S. Itchkawitz, K.J. Randall, J. Feldhaus, A.M. Bradshaw, H. Képpel, F.X. 
Gadea, D. Nordfors, J. Schirmer and L.S. Cederbaum, Dynamic effects in the C Is 
excitation spectra of ethene isotopomers 

Kendler, S., S. Zilberg and Y. Haas, A REMPI study of indene and its clusters with argon 
and krypton 


242 (1995) 297 


249 (1996) 329 
249 (1996) 304 
242 (1995) 196 


244 (1995) 183 
243 (1995) 450 
248 (1996) 213 
243 (1995) 22 
244 (1995) 252 
242 (1995) 361 


247 (1995) 534 
241 (1995) 423 
242 (1995) 390 
241 (1995) 583 


247 (1995) 571 
249 (1996) 29 
250 (1996) 361 


241 (1995) 463 
242 (1995) 320 
246 (1995) 649 
241 (1995) 295 


249 (1996) 29 


241 (1995) 618 


249 (1996) 87 
248 (1996) 434 


245 (1995) 311 
241 (1995) 295 
243 (1995) 55 
249 (1996) 297 
244 (1995) 100 
247 (1995) 195 


242 (1995) 244 


246 (1995) 347 


242 (1995) 139 





Author index to volumes 241-250 


Kera, Y., see Ohtani, B. 

Kern, J.-M., see Armaroli, N. 

Kersting, R., see Haring Bolivar, P. 

Kesaniemi, Y.A., see Ala-Korpela, M. 

Kessener, Y.A.R.R., see Greenham, N.C. 

Khakhel’, O.A., R.N. Nurmukhametov and T.V. Sakhno, Molecular excimers: fluorescence 
maxima 

Khan, A., Theoretical studies of face centered cubic (FCC) Ti,,C;, and Ti,,Cj, clusters: 
can met-cars form from these FCC structures? 

Khan, M.A., see Gondal, M.A. 

Khanna, S.N., see Liu, F. 

Kharkats, Yu.I., see German, E.D. 

Khong, A., see Saunders, M. 

Khudiakov, D.V., see Rubtsov, I.V. 

Kiefer, W., see Vogt, P. 

Kieninger, M., see Ventura, O.N. 

Kiguchi, M., see Kawamata, J. 

Kiihne, S., see Gregory, D.M. 

Kim, D., see Jeoung, S.C. 

Kim, D., see Jeoung, S.C. 

Kim, D.Y., see Pipes, L.C. 

Kim, H.S. and K. Kim, Infrared spectra of sodium and benzene in solid argon 

Kim, J.-H., see Hasegawa, Y. 

Kim, K. and K.D. Jordan, Theoretical calculation of the height of the barrier for OH 
rotation in hydroquinone 

Kim, K., see Kim, H.S. 

Kim, S., see Jeoung, S.C. 

Kim, S.K. and A.H. Zewail, Femtosecond elementary dynamics of transition states and 
asymmetric a-cleavage in Norrish reactions 

Kim, S.K., see Jeoung, S.C. 

Kim, T.-S., Y.S. Choi and K. Yoshihara, Fluorescence lifetimes of the van der Waals 
clusters of octatetraene (S, )—rare-gas atoms: external heavy atom effect 

Kim, W., see Schaeffer, M.W. 

Kim, Y.S., see Kang, W.K. 

Kimura, K., see Sato, S. 

Kimura, T., T. Sugai, H. Shinohara, T. Goto, K. Tohji and I. Matsuoka, Preferential 
arc-discharge production of higher fullerenes 

Kind, I., T. Berndt, O. Bége and W. Rolle, Gas-phase rate constants for the reaction of 
NO, radicals with selected oxiranes 

King, D.A., see Hu, P. 

Kink, R., see Feldbach, E. 

Kink, R., see Feldbach, E. 

Kinsey, J.L., see Modisette, J.P. 

Kipriyanov, A.A. and A.B. Doktorov, Long-time behaviour of the observables in irre- 
versible reactions in liquid solutions 

Kirkwood, D.A., J.F. Winkel and A.J. Stace, Photochemical processes on transition metal 
atoms and small clusters 

Kirm, M., see Feldbach, E. 


37 


242 (1995) 315 
241 (1995) 555 
245 (1995) 534 
242 (1995) 95 
241 (1995) 89 


247 (1995) 185 


247 (1995) 447 
243 (1995) 94 
248 (1996) 213 
246 (1995) 427 
248 (1996) 127 
249 (1995) 101 
243 (1995) 64 
245 (1995) 488 
249 (1996) 29 
246 (1995) 654 
241 (1995) 528 
241 (1995) 533 
247 (1995) 564 
250 (1996) 192 
248 (1996) 8 


241 (1995) 39 
250 (1996) 192 
241 (1995) 528 


250 (1996) 279 
241 (1995) 528 


247 (1995) 541 
242 (1995) 632 
244 (1995) 183 
249 (1996) 155 


246 (1995) 571 


249 (1996) 35 
246 (1995) 73 
241 (1995) 597 
244 (1995) 338 
250 (1996) 485 


246 (1995) 359 


247 (1995) 332 
241 (1995) 597 





38 Author index to volumes 241-250 


Kirm, M., see Feldbach, E. 

Kirtman, B., see Toto, T.T. 

Kitaygorodskiy, A., see Ma, B. 

Kiyotani, H., see Hara, K. 

Klafter, J., see Eizenberg, N. 

Klaning, U.K., see Knak Jensen, S.J. 

Klassen, S.A., see Hwang, C.H. 

Klatt, G., A. Willets and N.C. Handy, Anharmonic effects in the infra-red spectrum of 
SiH ,Br — an ab initio study 

Klauser, R., see Chen, J.-M. 

Klein, G., see Jundt, C. 

Klein, M.P., see Burghaus, O. 

Klein, M.P., see Burghaus, O. 

Klein, U.K.A., see Than Htun, M. 

Klein, U.K.A., see Than Htun, M. 

Klein, U.K.A., see Than Htun, M. 

Kleindienst, H., see Barrois, R. 

Kleinekathéfer, U., K.T. Tang, J.P. Toennies and C.L. Yiu, Potentials for some rare gas 
and alkali—helium systems calculated from the surface integral method 

Kleyn, A.W., see Bronnikov, D.K. 

Kliger, D.S., see Moller, S. 

Klinowski, J., see Cheng, C.-F. 

Klinowski, J., see Kolodziejski, W. 

Klinowski, J., see Cheng, C.-F. 

Klotz, A., see Boissel, P. 

Knak Jensen, S.J. and U.K. Klaning, On the hydrogen atom transfer in the reaction of O 
with H,O. Ab initio calculations of the potential energy along two reaction paths 

Knézinger, H., see Huber, S. 

Kobayashi, H., see Tanaka, K. 

Kobayashi, K., S. Nagase and T. Akasaka, A theoretical study of C,, and La,@C 

Kobayashi, Y., see Kajiyama, K. 

Kobe, K., see Schreiber, E. 

Koch, A., Photodissociation of DCO” through its | ‘II state: an ab initio study 

Koch, H., O. Christiansen, P. Jorgensen and J. Olsen, Excitation energies of BH, CH, and 
Ne in full configuration interaction and the hierarchy CCS, CC2, CCSD and CC3 of 
coupled cluster models 

Koch, H., see Christiansen, O. 

Koch, W., see Heinemann, C. 

Koehorst, R.B.M., see Savenije, T_J. 

Kohler, A., J. Griiner, R.H. Friend, K. Millen and U. Scherf, Photocurrent measurements 
on aggregates in ladder-type poly( p-phenylene) 

Kohler, G., see Rechthaler, K. 

Kohler, J., A.CJ. Brouwer, E.J.J. Groenen and J. Schmidt, On the intersystem crossing of 
pentacene in p-terphenyl 

Kohtani, S., M. Murata and M. Itoh, Resonance energy transfer from the excited singlet 
state of dye molecules to a stable free radical 

Koizumi, H., R. Katoh, K. Lacmann and W.F. Schmidt, Photoconductivity and photoelec- 
tron emission of liquid squalane and squalene induced by vacuum-ultraviolet light 


80 


244 (1995) 338 
244 (1995) 59 
247 (1995) 51 
242 (1995) 455 
243 (1995) 9 
241 (1995) 404 
250 (1996) 273 


249 (1996) 272 
246 (1995) 285 
241 (1995) 84 
243 (1995) 480 
243 (1995) 486 
243 (1995) 71 
243 (1995) 506 
243 (1995) 512 
249 (1996) 249 


249 (1996) 257 
249 (1996) 423 
243 (1995) 579 
244 (1995) 117 
247 (1995) 507 
250 (1996) 328 
242 (1995) 157 


241 (1995) 404 
244 (1995) 111 
241 (1995) 149 
245 (1995) 230 
247 (1995) 299 
242 (1995) 106 
244 (1995) 275 


244 (1995) 75 
243 (1995) 409 
245 (1995) 509 
244 (1995) 363 


243 (1995) 456 
250 (1996) 152 


250 (1996) 137 


247 (1995) 293 


242 (1995) 320 





Author index to volumes 241-250 


Koji, K., see Tsukahara, K. 

Kokorevics, A., J. Gravitis and J. Kalnacs, Fullerene C,. destruction under shear deforma- 
tion and high pressure action 

Kolbuszewski, M., The structure and vibrational frequencies of the ArHN; complex 

KOliner, M., A. Fischer, J. Arden-Jacob, K.-H. Drexhage, R. Miller, S. Seeger and J. 
Wolfrum, Fluorescence pattern recognition for ultrasensitive molecule identification: 
comparison of experimental data and theoretical approximations 

Kolodziejski, W. and J. Klinowski, °c —'H and ‘HC cross-polarization NMR in 
toluene-solvated fullerene-70 

Kolos, R., A novel source of transient species for matrix isolation studies 

Komasa, J. and J. Rychlewski, Explicitly correlated Gaussian functions in variational 
calculations. Microhartree accuracy of the helium dimer energy 

Komasa, J., see Cencek, W. 

Kominami, H., see Ohtani, B. 

Kondow, T., see Fukuda, Y. 

Kong, F., see Zhong, Q. 

Konitsky, W., see Dutt, G.B. 

Konno, T. and H. Uehara, Infrared diode laser spectroscopy of a high-temperature 
molecule: GeSe 

Konz, E., V. Fabelinsky, G. Marowsky and H.-G. Rubahn, DFWM spectroscopy as a tool 
to detect products from low-density discharges and nozzle expansions 

Képpel, H., see Kempgens, B. 

Koput, J., Ab initio potential energy surfaces of large-amplitude motions for quasi-symmet- 
ric top molecules: CH ,NCO 

Kornyshev, A.A. and K.M. Robinson, On the interpretation of X-ray reflectivity spectra 
from liquid metal surfaces. Erratum to ‘‘Interfacial electronic profile from X-ray 
reflectivity’’ (Chem. Phys. Letters 219 (1994) 132). Erratum 

KGérés, E., see Nagy, G 

Kose, R., see Over, H. 

Kosmidis, C., see Ledingham, K.W.D. 

Kosugi, N., K. Ueda, Y. Shimizu, H. Chiba, M. Okunishi, K. Ohmori, Y. Sato and E. 
Shigemasa, Rydberg and valence states in the C Is photoabsorption and resonance 
Auger spectra of CH ,F 

Kotbi, M., see Xu, H. 

K6tz, R., see Muhr, H.-J. 

Kouri, D.J., see Huang, Y. 

Kovalenko, S.I., D.D. Solnyshkin, E.T. Verkhovtseva and V.V. Eremenko, Experimental 
detection of stacking faults in rare gas clusters 

Kozankiewicz, B., J. Bernard, E. Migirdicyan, M. Orrit and M.S. Platz, Zero-field splitting 
of the ground and excited triplet states of 2-naphthylphenylcarbene studied by hole-burn- 
ing on triplet—triplet fluorescence excitation spectra 

Kozlowski, P.M., M.Z. Zgierski and P. Pulay, An accurate in-plane force field for 
porphine. A scaled quantum mechanical study 

Kramer, P., see Blanchard-Desce, M. 

Krishnan, P.N., see Jensen, J.O. 

Krishnan, P.N., see Jensen, J.O. 

Kristyan, S., Note on the choice of basis set in density functional theory calculations for 
electronic structures of molecules (test on the atoms from the first three rows of the 
periodic table (2 < N < Z < 18), water, ammonia and pyrrole) 


39 


246 (1995) 331 


243 (1995) 205 
244(1995) 39 


250 (1996) 355 


247 (1995) 507 
247 (1995) 289 


249 (1996) 253 
246 (1995) 417 
242 (1995) 315 
242 (1995) 121 
248 (1996) 277 
245 (1995) 437 


247 (1995) 529 


247 (1995) 522 
246 (1995) 347 


242 (1995) 514 


242 (1995) 367 
250 (1996) 255 
243 (1995) 435 
247 (1995) 555 


246 (1995) 475 
248 (1995) 89 
249 (1996) 399 
243 (1995) 367 


250 (1996) 309 


245 (1995) 549 


247 (1995) 379 
243 (1995) 526 
241 (1995) 253 
246 (1995) 13 


247 (1995) 101 





40) Author index to volumes 241-250 


Kroemer, R.T., see Liedl, K.R. 

Krossner, Th., L. Ziilicke, M. Staikova and S.D. Peyerimhoff, Ab initio investigation of the 
electronic spectrum of the chloroformyl radical CICO 

Kriiger, S., see Chung, S.-C. 

Kruglik, S.G., see Terekhov, S.N. 

Kshirsagar, A., see Zope, R.R. 

Ku, J.K., see Lee, K. 

Kubach, C., see Rougeau, N. 

Kubiak, R., J. Janczak and K. Ejsmont, On polymorphic and non-polymorphic conversions 
of phthalocyanines 

Kubinyi, M., see Grofcsik, A. 

Kuchitsu, K., see Sato, N. 

Kuebler, S.M. and R.G. Denning, Population gratings in degenerate four-wave mixing 
studies of a nickel dithiolene at 1064 nm 

Kulikov, A.V., see Lobach, A.S. 

Kulkarni, S.A. and S.S. Pundlik, Ab initio study of protonated nitrosamide: a possible 
intermediate in the deNOx process 

Kumar, S., see Mahapatra, S. 

Kumaran, S.S., M.-C. Su, K.P. Lim and J.V. Michael, Thermal decomposition of CF,I 
using I-atom absorption 

Kundu, T.K. and P.T. Manoharan, Dynamic and static Jahn-Teller distortions in a CuN, 
cage complex 

Kupée, E. and R. Freeman, An adaptable NMR broadband decoupling scheme 

Kuppermann, A. and Y.-S.M. Wu, The quantitative prediction and lifetime of a pronounced 
reactive scattering resonance 

Kuppermann, A. and M. Wu, The quantitative prediction and lifetime of a pronounced 
reactive scattering resonance (Chem. Phys. Letters 241 (1995) 229). Erratum 

Kurur, N.D., see Lee, Y.K. 

Kurur, N.D., see Karlsson, T. 

Kurz, H., see Haring Bolivar, P. 

Kusner, R.B., P.M. Lahti and C.P. Lillya, New surface allotropes of carbon 

Kutteh, R., E. Apra and J. Nichols, Reply to Comment on *‘A generalized fast multipole 
approach for Hartree—Fock and density functional computations’’ 

Kuwahara, D., see Nakai, T. 

Kuznetsov, A.A., see Harutyunyan, A.R. 

Kuzovkov, V.N., see Mai, J. 

Kvapil, J., see MareS, J.A. 

Kwiatkowski, P., see Mac, M. 

Kwok, W.M., see Phillips, D.L. 


Laaksonen, A., J. Wang and R.J. Boyd, Internal motion of benzene. A molecular dynamics 
simulation study 

Labastie, P., see Calvo, F. 

Labik, S., V. Jiraések, A. Malijevsk¥ and W.R. Smith, Computer simulation of the chemical 
potentials of fused hard sphere diatomic fluids 

Lackritz, H.S., see Zhuang, X. 

Lacmann, K., see Koizumi, H. 

Lagana, A., see Alvarifio, J.M. 


246 (1995) 455 


241 (1995) 511 
248 (1996) 109 
245 (1995) 268 
242 (1995) 555 
244 (1995) 213 
246 (1995) 664 


245 (1995) 249 
250 (1996) 261 
242 (1995) 650 


250 (1996) 120 
243 (1995) 22 


245 (1995) 143 
241 (1995) 223 


243 (1995) 59 


241 (1995) 627 
250 (1996) 523 


241 (1995) 229 


243 (1995) 586 
242 (1995) 304 
247 (1995) 534 
245 (1995) 534 
241 (1995) 522 


248 (1996) 484 
249 (1996) 205 
241 (1995) 168 
247 (1995) 189 
241 (1995) 311 
250 (1996) 104 
241 (1995) 267 


241 (1995) 380 
247 (1995) 395 


247 (1995) 227 
246 (1995) 279 
242 (1995) 320 
241 (1995) 408 





Author index to volumes 241-250 


Lahti, P.M., see Kusner, R.B. 

Laitenberger, P. and R.E. Palmer, Selective ion desorption in ESD from physisorbed 
CO/ graphite 

Lakin, N.M., C.J. Whitham and J.M. Brown, Evidence for Renner—Teller coupling in the 
upper, triplet electronic state of the 370 nm system of InOH 

Lakowicz, J.R., see Gryczynski, I. 

Lambin, Ph., A. Fonseca, J.P. Vigneron, J.B. Nagy and A.A. Lucas, Structural and 
electronic properties of bent carbon nanotubes 

Lamoen, D. and M. Parrinello, Geometry and electronic structure of porphyrins and 
porphyrazines 

Lamont, C.L.A., B.N.J. Persson and G.P. Williams, Dynamics of atomic adsorbates: 
hydrogen on Cu(111) 

Lamont, C.L.A., see Friedrich, C.M. 

Lang, J.M., Z.A. Dreger and H.G. Drickamer, A high pressure study of the effect of 
viscosity on the light induced isomerization of DMABN in three linear alcohols, 
iso-butanol and glycerol 

Lannin, J.S., see Fox, J.R. 

Lanzani, G., see Graupner, W. 

Laperriére, S.C., J.W. Mullens, D. L’Espérance and E.L. Chronister, Optical energy 
transfer and trapping in 9-aminoacridine doped sol—gel glasses 

Lapouyade, R., see Le Breton, H. 

Laria, D., see Re, M. 

La Rocca, G.C., see Agranovich, V.M. 

Larsson, J., see Ossler, F. 

Larzilliére, M., see Boudjarane, K. 

Laskin, J., H.A. Jimenez-Vazquez, R. Shimshi, M. Saunders, M.S. de Vries and C. 
Lifshitz, Kinetic energy releases upon dissociation of endohedral fullerene cations 

Latham, C.D., see Heggie, M.1. 

Latifzadeh, L. and K. Balasubramanian, Electronic states of PCI, and PCI; 

Latifzadeh, L. and K. Balasubramanian, Spectroscopic constants and potential energy 
curves of PF 

Latifzadeh, L. 


and K. Balasubramanian, Spectroscopic constants and potential energy 
curves of AsF 


Latkin, E.I., see Resnyanskii, E.D. 

Lau, A., see Johr, T. 

Laubé, S., see Canosa, A. 

Lauenstein, C., see Bastida, A. 

Laurent, T., H. Lillich, H.-R. Volpp, J. Wolfrum, I. Bar, A. Melchior and S. Rosenwaks, 
State-resolved dynamics of the O('D) + CHF,Cl — OH + CF,Cl reaction 

Laurent, T., see Brownsword, R.A. 

Lavoine, J.P., see Vallet, J.C. 

Lawler, J.E., see Childs, M.A. 

Lawson, G.E., see Ma, B. 

Lay, P.A., see Bolskar, R.D. 

Lay, P.A., see Gallagher, S.H. 

Leach, S., see Bensasson, R.V. 

Leblanc, R.M., see Boussaad, S. 


41 
241 (1995) 522 
246 (1995) 79 


250 (1996) 9 
245 (1995) 30 


245 (1995) 85 
248 (1996) 309 


243 (1995) 429 
247 (1995) 348 


243 (1995) 78 
249 (1996) 195 
246 (1995) 95 


243 (1995) 114 
242 (1995) 604 
250 (1996) 25 
247 (1995) 355 
250 (1996) 287 
243 (1995) 571 


242 (1995) 249 
249 (1996) 485 
241 (1995) 13 


243 (1995) 243 


250 (1996) 171 
248 (1996) 136 
246 (1995) 521 
245 (1995) 407 
249 (1996) 1 


247 (1995) 321 
249 (1996) 162 
241 (1995) 203 
246 (1995) 567 
247 (1995) 51 
247 (1995) 57 
248 (1996) 353 
245 (1995) 566 
246 (1995) 107 





42 Author index to volumes 24]-—250 


Le Breton, H., J.-F. Létard, R. Lapouyade, A. Le Calvez, R. Maleck Rassoul, E. Freysz, A. 
Ducasse, C. Belin and J.-P. Morand, Study of fluorinated sulfonyl stilbenes in Lang- 
muir—Blodgett films for an efficient harmonic generation in the blue domain 

Lebus, S., see Blanchard-Desce, M. 

Le Calvez, A., see Le Breton, H. 

Leclerc, M., see Belletéte, M. 

Lecoq, P., see Mare$, J.A. 

Lecogq, P., see Belsky, A.N. 

Ledingham, K.W.D., C. Kosmidis, S. Georgiou, S. Couris and R.P. Singhal, A comparison 
of the femto-, pico- and nano-second multiphoton ionization and dissociation processes 
of NO, at 248 and 496 nm 

Lee, A.R., T.M. Kalotas and W.E. Mellor, A simplified approach to the calculation of 
molecular torsion energy levels 

Lee, H., T. Darden and L. Pedersen, Accurate crystal molecular dynamics simulations 
using particle—mesh—Ewald: RNA dinucleotides - ApU and GpC 

Lee, J.I., see Qian, J. 

Lee, K., J.S. Goo and J.K. Ku, Direct formation of a state-selected excited state of Fe 
atoms by multiphoton dissociation of Fe(CO), at atomic transition frequencies 

Lee, M.-H., see Hu, P. 

Lee, S., Variation of fragment anisotropy parameters along asymmetric resonances in OH 
photodissociation. A quantum-mechanical study 

Lee, S., see Warren, W.S. 

Lee, S.-L., see Sun, M.-L. 

Lee, S.-Y., Phase recovery and reconstruction of the Raman amplitude from the Raman 
excitation profile 

Lee, T.J., M. Head-Gordon and A.P. Rendell, Investigation of a diagnostic for perturbation 
theory. Comparison to the 7, diagnostic of coupled-cluster theory 

Lee, V.Ya., see Becerra, R. 

Lee, Y.-P., see Lo, W.-J. 

Lee, Y.-P., see Zen, C.-C. 

Lee, Y.K., N.D. Kurur, M. Helmle, O.G. Johannessen, N.C. Nielsen and M.H. Levitt, 
Efficient dipolar recoupling in the NMR of rotating solids. A sevenfold symmetric 
radiofrequency pulse sequence 

Legon, A.C., Nonlinear hydrogen bonds O - - - H—C and the rdle of secondary interactions. 
The rotational spectrum of the oxirane - - - acetylene complex 

Legon, A.C., see Bloemink, H.I. 

Legon, A.C., see Hinds, K. 

Legon, A.C., see Bloemink, H.I. 

Legon, A.C., see Bloemink, H.I. 

Legon, A.C., see Bloemink, H.I. 

Lehn, J.-M., see Credi, A. 

Lehn, J.-M., see Blanchard-Desce, M. 

Lehr, L. and W.H. Miller, A classical approach to dissociative electron attachment DA: 
application to temperature effects in the DA cross section of CF,Cl 

Leising, G., see Graupner, W. 

Lelj, F., see Adamo, C. 

Lemercier, G., see Bousseksou, A. 

Lemmer, U., see Muccini, M. 


242 (1995) 604 
243 (1995) 526 
242 (1995) 604 
250 (1996) 31 
241 (1995) 311 
243 (1995) 552 


247 (1995) 555 


243 (1995) 341 


243 (1995) 229 
244 (1995) 414 


244 (1995) 213 
246 (1995) 73 


243 (1995) 250 
247 (1995) 207 
246 (1995) 66 


245 (1995) 620 


243 (1995) 402 
250 (1996) 111 
242 (1995) 147 
244 (1995) 177 


242 (1995) 304 


247 (1995) 24 
242 (1995) 113 
242 (1995) 407 
245 (1995) 598 
248 (1996) 260 
250 (1996) 567 
243 (1995) 102 
243 (1995) 526 


250 (1996) 515 
246 (1995) 95 
246 (1995) 463 
243 (1995) 493 
242 (1995) 207 





Author index to volumes 241-250 


Lemmer, U., see Pauck, T. 

Lemmer, U., see Haring Bolivar, P. 

Le Moigne, J., see Jundt, C. 

Lenzi, M., see Di Stefano, G. 

Lequan, M., see Chane-Ching, K. 

Lequan, R.M., see Chane-Ching, K. 

Leroy, G., see Peeters, D. 

L’Espérance, D., see Laperriére, S.C. 

Lester Jr., W.A., see Taft, C.A. 

Leszczyfiski, J., J.Q. Huang, P.R. Schreiner, G. Vacek, J. Kapp, P. von R. Schleyer and 
H.F. Schaefer III, Molecular geometries of disilane, silylgermane and digermane. Is 
there a discrepancy between experiment and theory? 

Létard, J.-F., see Le Breton, H. 

Leutwyler, S., see Sabo, D. 

Leutwyler, S., see Biirgi, T. 

Levante, T.O. and R.R. Ernst, Homogeneous versus inhomogeneous quantum-mechanical 
master equations 

Levine, R.D., see Ben-Nun, M. 

Levine, R.D., see Raz, T. 

Levitt, M.H., see Lee, Y.K. 

Levitt, M.H., see Karlsson, T. 

Lévy, Y., see Riehl, D. 

Lewis, J.W., see Moller, S. 

Lewis, V., see Buthelezi, T. 

Lewis, V., see Buthelezi, T. 

Lewis, V., see Bellert, D. 

Li, J.-C., V.M. Nield and S.M. Jackson, Spectroscopic measurements of ice XI 

Li, S. and Y. Jiang, The Hubbard transition in molecular systems 

Li, S., RJ. Van Zee, W. Weltner Jr. and K. Raghavachari, Si,—Si,. Experimental and 
theoretical infrared spectra 

Li, S., J. Ma and Y. Jiang, Topological dependence of ferromagnetic coupling strength in 
some tt-conjugated radicals 

Li, X., see Shen, G. 

Li, Y. and J.N.S. Evans, A new multiple -pulse sequence in solid-state NMR 

Li, Y. and J.N.S. Evans, A new multiple m-pulse sequence in solid-state NMR (Chem. 
Phys. Letters 241 (1995) 79). Erratum 

Li, Y., Z. Zhang, S. Xie and G. Yang, Stoichiometric growth of polycrystalline C,N, thin 
films 

Li, Y.S., see Tomanek, D. 

Li, Z. and R.B. Gerber, The validity of time-dependent self-consistent field approximation 
for non-stationary vibrational bound states of quantum clusters 

Liang, Y., see Zhang, Z. 

Liao, M.-Y., B.G.M. Chew and D.B. Zax, Noise excitation of half-integer quadrupolar 
spins at high field 

Liao, M.Z., see Dai, D. 

Lichanot, A., M. Merawa and M. Causa, Density functional LCAO calculations of periodic 
systems. Effect of an ‘a posteriori’ correction of the Hartree-Fock energy on the 
physical properties of ionic sulfur compounds 


43 


244 (1995) 171 
245 (1995) 534 
241 (1995) 84 
249 (1996) 351 
242 (1995) 598 
242 (1995) 598 
246 (1995) 481 
243 (1995) 114 
248 (1996) 158 


244 (1995) 252 
242 (1995) 604 
244 (1995) 283 
246 (1995) 291 


241 (1995) 73 
245 (1995) 629 
246 (1995) 405 
242 (1995) 304 
247 (1995) 534 
245 (1995) 36 
243 (1995) 579 
242 (1995) 627 
246 (1995) 145 
247 (1995) 614 
241 (1995) 290 
241 (1995) 57 


243 (1995) 275 
246 (1995) 221 
241 (1995) 577 
241 (1995) 79 
246 (1995) 527 


247 (1995) 253 
243 (1995) 42 


243 (1995) 257 
246 (1995) 101 


242 (1995) 89 
249 (1996) 141 


246 (1995) 263 





44 Author index to volumes 24] —250 


Lie, S.K., see Taft, C.A. 

Lied], K.R., R.T. Kroemer and B.M. Rode, Hydrogen transitions between (HF), C_, 
structures (nm = 2—5) via D,,, transition states as models for hydrogen tunneling in 
hydrogen fluoride clusters 

Lifshitz, C., see Laskin, J. 

Light, J.C., see Jang, H.W. 

Lillich, H., see Laurent, T. 

Lillya, C.P., see Kusner, R.B. 

Lim, K.P., see Kumaran, S.S. 

Limaye, A.C., see Chandra, A.K. 

Lin, H., see Han, K.-L. 

Lin, K.-C., see Wang, C.-C. 

Lin, S.H., J. Yu, M. Hayashi, W.S. Fann, F. Guo and A.A. Villaeys, A vibronic theory of 
steady-state third harmonic generation 

Lin, T.-S., see Ong, J.-L. 

Lindh, R., A. Bernhardsson, G. Karlstr6m and P.-A. Malmqvist, On the use of a Hessian 
model function in molecular geometry optimizations 

Linskens, A.F., N. Dam, B. Sartakov and J. Reuss, Selective population of dressed states 
by rapid adiabatic passage 

Lischka, H., see CernuSak, I. 

Liszi, J., see Szalai, I. 

Little, A.M., see Corlett, G.K. 

Littlewood, I.M., see Savrda, S.L. 

Liu, F., M. Mostoller, T. Kaplan, S.N. Khanna and P. Jena, Evidence for a new class of 
solids. First-principles study of K(AI,,) 

Liu, K., see Che, D.-C. 

Liu, Z.-Y., see Wang, C.-R. 

Lo, W.-J., Y.-P. Lee, J.-H.M. Tsai and J.S. Beckman, Ultraviolet absorption spectra of cis 
and trans potassium peroxynitrite (KOONO) in solid argon 

Lobach, A.S., N.F. Goldshleger, M.G. Kaplunov and A.V. Kulikov, Near-IR and ESR 
studies of the radical anions of C,, and C.,, in the system fullerene—primary amine 

Légdlund, M., see lucci, G. 

Léhmus, A., see Feldbach, E. 

Léhmus, A., see Feldbach, E. 

Loison, J.C., see Bazalgette, G. 

Long, J.P., see Itchkawitz, B.S. 

Lopinski, G.P., see Fox, J.R. 

Lou, N., see Shen, G. 

Lounila, J., see Ala-Korpela, M. 

Lovegrove, R.L., see Simpson, C.J.S.M. 

Lovett, D.R., see Lukas, B. 

Lu, D., B. Marten, Y. Cao, M.N. Ringnalda, R.A. Friesner and W.A. Goddard III, Ab initio 
predictions of large hyperpolarizability push—pull polymers. Julolidinyl-n-isoxazolone 
and julolidinyl-n-N,N’-diethylthiobarbituric acid 

Lu, R.-C., see Han, K.-L. 


Lu, W., R. Huang and S. Yang, Efficient formation of molecular oxygen cluster anions in 
an excimer laser-ablated (308 nm) fullerene source 
Lu, Z.-M. and M.E. Kellman, Assigning vibrational spectra of chaotic molecules 


248 (1996) 158 


246 (1995) 455 
242 (1995) 249 
242 (1995) 62 
247 (1995) 321 
241 (1995) 522 
243 (1995) 59 
247 (1995) 95 
243 (1995) 29 
245 (1995) 585 


249 (1996) 20 
241 (1995) 540 


241 (1995) 423 


248 (1996) 244 
241 (1995) 261 
246 (1995) 214 
249 (1996) 53 
245 (1995) 427 


248 (1996) 213 
243 (1995) 290 
242 (1995) 355 


242 (1995) 147 


243 (1995) 22 
244 (1995) 139 
241 (1995) 597 
244 (1995) 338 
244 (1995) 195 
243 (1995) 211 
249 (1996) 195 
241 (1995) 577 
242 (1995) 95 
246 (1995) 269 
241 (1995) 351 


242 (1995) 543 


243 (1995) 29 


241 (1995) 373 
247 (1995) 195 





Author index to volumes 24] -—250 


Luberek, J. and G. Wendin, The Ba 4d—f giant dipole resonance as a probe of the structure 
of endohedral Ba@C, metallofullerenes 

Lucas, A.A., see Lambin, Ph. 

Luchinat, C., see Bertini, I. 

Liichow, A., see Barrois, R. 

Lukas, B., J. Silver, D.R. Lovett and MJ. Cook, Electrochromism in the octapentyloxy 
nickel phthalocyanines and related phthalocyanines 

Lukzen, N.N., see Stass, D.V. 

Lukzen, N.N., see Parnachev, A.P. 

Lushchik, A., see Feldbach, E. 

Lushchik, A., see Feldbach, E. 

Lushchik, C., see Feldbach, E. 

Lushchik, Ch., see Feldbach, E. 

Luxbacher, T., H.P. Fritzer, R. Sabry-Grant and C.D. Flint, Fast cross relaxation in 

lanthanide hexachloroelpasolites: application of the shell model 


Ma, B., G.E. Lawson, C.E. Bunker, A. Kitaygorodskiy and Y.-P. Sun, Fullerene-based 
macromolecules from photochemical reactions of [60}fullerene and triethylamine 

Ma, J., see Li, S. 

Maaroos, A., see Feldbach, E. 

Maaroos, A., see Feldbach, E. 

Mac, M., P. Kwiatkowski and A.M. Turek, Quenching of exciplex fluorescence by lithium 
perchlorate in acetonitrile 

MacDonald, M.A., see Friedrich, C.M. 

Machida, S., see Vacha, M. 

Machida, S., see Urano, T.1. 

Machida, S., see Shirota, H. 

Mackrodt, W.C., N.M. Harrison, V.R. Saunders, N.L. Allan and M.D. Towler, Direct 
evidence of O(p) holes in Li-doped NiO from Hartree—Fock calculations 

Maclagan, R.G.A.R., see Vallance, C. 

MacPhail, R.A., see Miller, R.S 

Maechling, C.R., S.J. Clemett and R.N. Zare, ‘°C/'*C ratio measurements of aromatic 
molecules using photoionization with TOF mass spectrometry 

Maggini, M., see Sariciftci, N.S. 

Magnasco, V. and M. Ottonelli, Accurate evaluation of C, dispersion coefficients for (H ,), 

Magyarfalvi, G. and P. Pulay, Chemical shift anisotropies in silicon containing three-mem- 
bered rings. An ab initio study 

Mahapatra, S., N. Sathyamurthy, S. Kumar and F.A. Gianturco, Transition state resonances 
in collinear (H~, H,) collisions 

Mahrt, R.F., see Muccini, M. 

Mahrt, R.F., see Pauck, T. 

Mahrt, R.F., see Haring Bolivar, P. 

Mai, J., 


V.N. Kuzovkov and W. von Niessen, Defining percolation kinetically on an 
infinite lattice 

Maier, J.P., see Freivogel, P. 

Maier, J.P., see Bieske, EJ. 

Maiti, S., see Diller, R. 

Maitre, P., see Kemper, P.R. 


248 (1996) 147 
245 (1995) 85 
250 (1996) 495 
249 (1996) 249 


241 (1995) 351 
243 (1995) 533 
244 (1995) 245 
241 (1995) 597 
244 (1995) 338 
241 (1995) 597 
244 (1995) 338 


241 (1995) 103 


247 (1995) 51 
246 (1995) 221 
241 (1995) 597 
244 (1995) 338 


250 (1996) 104 
247 (1995) 348 
242 (1995) 169 
242 (1995) 471 
243 (1995) 297 


250 (1996) 66 
250 (1996) 59 
241 (1995) 121 


241 (1995) 301 
247 (1995) 510 
248 (1996) 82 


241 (1995) 393 


241 (1995) 223 
242 (1995) 207 
244 (1995) 171 
245 (1995) 534 


247 (1995) 189 
249 (1996) 191 
250 (1996) 266 
241 (1995) 109 
242 (1995) 244 





46 Author index to volumes 241-250 


Makarov, D.E. and M. Topaler, On the transition from electronically nonadiabatic to 
solvent-controlled electron transfer 

Makhov, D.V., V.V. Egorov, A.A. Bagatur’yants and M.V. Alfimov, Numerical calcula- 
tions of optical lineshapes for disordered molecular aggregates 

Makri, N., see Sim, E. 

Malak, H., see Gryczynski, I. 

Maleck Rassoul, R., see Le Breton, H. 

Malicet, J., see Parisse, C. 

Malijevsky, A., see Labik, S. 

Malmaqvist, P.-A., Size inconsistency of the IOPT method 

Malmoavist, P.-A., see Lindh, R. 

Malrieu, J.-P., see Guihery, N. 

Malrieu, J.-P., see Zaitsevskii, A. 

Malrieu, J.P., see Meller, J. 

Mango, F., see Xu, J.H. 

Manoharan, P.T., see Kundu, T.K. 

Manolopoulos, D.E., see Walton, A.R. 

Manthe, U., Calculation of initial state-selected reaction probabilities by a minimal number 
of wavepackets 

Manthe, U., see Salzgeber, R.F. 

Marchettini, N., see Rossi, C. 

Marcinek, R. and E. Pollak, Stable periodic orbits of the highly excited nonrotating Hj} 
molecular ion 

Marcus, R.A., Solvent dynamics-modified RRKM theory in clusters 

Mardirosian, S.H., see Hess, B.C. 

Mare, J.A., M. Nikl, J. Chval, I. Dafinei, P. Lecoq and J. Kvapil, Fluorescence and 
scintillation properties of LuAlO,:Ce crystal 

Maricq, M.M. and J.J. Szente, Kinetics of the FNO + HO, reaction 

Maris, A., see Caminati, W. 

Mark, T.D., see Rauth, T. 

Markovié, N. and G.D. Billing, Wavepacket calculations on ion—molecule reactions: the 
co-planar approximation 

Markovitsi, D., see Guez, D. 

Marowsky, G., see Konz, E. 

Marques, J.M.C., see Varandas, A.J.C. 

Marsden, C.J., Structures and binding energies of EM, clusters (E = C, Si, Ge, Sn, Pb; 
M = Li, Na, K, Rb, Cs): PbNa, is not unique 

Marsman, A.W., see Flipse, M.C. 

Marten, B., see Lu, D. 

M§rtensson, N., see Maxwell, A.J. 

Martin, J.-P., see Wallaart, H.L. 

Martin, J.M.L., On the effect of core correlation on the geometry and harmonic frequencies 
of small polyatomic molecules 

Martin, J.M.L., J. El-Yazal and J.-P. Francois, Structure and vibrational spectra of carbon 
clusters C, (n = 2-10, 12, 14, 16, 18) using density functional theory including exact 
exchange contributions 

Martin, J.M.L., J. El-Yazal and J.-P. Frangois, Structure and vibrations of B,,N,, (nm = 3-10) 

Martin, J.M.L. and P.R. Taylor, The geometry, vibrational frequencies, and total atomiza- 
tion energy of ethylene. A calibration study 


245 (1995) 343 


246 (1995) 371 
249 (1996) 224 
245 (1995) 30 
242 (1995) 604 
248 (1996) 31 
247 (1995) 227 
241 (1995) 429 
241 (1995) 423 
248 (1996) 199 
250 (1996) 366 
244 (1995) 440 
243 (1995) 474 
241 (1995) 627 
244 (1995) 448 


241 (1995) 497 
249 (1996) 237 
241 (1995) 97 


242 (1995) 54 
244 (1995) 10 
248 (1996) 141 


241 (1995) 311 
243 (1995) 519 
243 (1995) 302 
247 (1995) 515 


248 (1996) 420 
249 (1996) 309 
247 (1995) 522 
249 (1996) 264 


245 (1995) 475 
245 (1995) 297 
242 (1995) 543 
247 (1995) 257 
246 (1995) 587 


242 (1995) 343 


242 (1995) 570 


248 (1996) 95 


248 (1996) 336 





Author index to volumes 24] -—250 


Martin, J.M.L., J. El-Yazal and J.-P. Frangois, On the structure and vibrational frequencies 
of C.. 

Martin, J.M.L., see De Proft, F. 

Martin, P., see Belsky, A.N. 

Martin, R.M., see Nooney, M. 

Martinez, T.J. and E.A. Carter, Pseudospectral correlation methods on distributed memory 
parallel architectures 

Martins-Costa, M.T.C., see Tufién, I. 

Martinson, I., see Feldbach, E. 

Martinson, I., see Feldbach, E. 

Martrenchard-Barra, S., see Dedonder-Lardeux, C. 

Marty, P., see Boissel, P. 

Marvet, U. and M. Dantus, Femtosecond photoassociation spectroscopy: coherent bond 
formation 

Marx, D., J. Hutter and M. Parrinello, Density functional study of small aqueous Be** 
clusters 

Marx, D., see Ermakova, E. 

Masaki, N., see Shevtsov, V. 

Masters, A.J., see Buesnel, R. 

Masuda, S., see Momose, T. 

Mataka, S., see Tero-Kubota, S. 

Matousek, P., see Simpson, C.J.S.M. 

Matsika, S., A. Papakondylis and A. Mavridis, Ab initio study of the ground and several 
excited states of the NLi system 

Matsuda, K., see Abe, J. 

Matsui, R., K. Senba and K. Honma, Kinetics of depletion of Co(b *F) and Co(a ?F) atoms 
by O, 

Matsui, S. and H. Miura, 'H-'°C cross-polarization using a modified magic echo sequence 
for 'H spin locking 

Matsuo, Y., see Zhang, N. 

Matsuoka, I., see Kimura, T. 

Matsuura, T., see Ohtani, B. 

Matsuura, Y., see Tanaka, K. 

Mau, A.W.-H., see Wilson, G.J. 

Maurice, D., see Head-Gordon, M. 

Mavridis, A., see Matsika, S. 

Mavrin, B.N., see Denisov, V.N. 

Maxton, P.M., M.W. Schaeffer and P.M. Felker, Nonlinear Raman spectroscopy of 
intermolecular vibrations in benzene—(water), clusters 

Maxton, P.M., see Schaeffer, M.W. 

Maxwell, A.J., P.A. Brihwiler, S. Andersson, N. M&rtensson and P. Rudolf, Electronic 
structure study of K ,.C,. compounds with x > 6 

May, B.D., S.F. Cartier and A.W. Castleman Jr., Delayed ionization and delayed atomic 
ion emission of Ti and V metallocarbohedrenes. Evidence for collective electronic 
effects 

Mayer, I., Non-orthogonal localized orbitals and orthogonal atomic hybrids derived from 
Mulliken’s population analysis 

Maynard, S.C.P., see Heggie, M.I. 


248 (1996) 345 
250 (1996) 393 
243 (1995) 552 
245 (1995) 377 


241 (1995) 490 
241 (1995) 450 
241 (1995) 597 
244 (1995) 338 
250 (1996) 293 
242 (1995) 157 


245 (1995) 393 


241 (1995) 457 
246 (1995) 204 
244 (1995) 188 
247 (1995) 391 
246 (1995) 583 
249 (1996) 314 
246 (1995) 269 


250 (1996) 409 
245 (1995) 281 


250 (1996) 560 


242 (1995) 163 
244 (1995) 133 
246 (1995) 571 
242 (1995) 315 
241 (1995) 149 
250 (1996) 583 
246 (1995) 114 
250 (1996) 409 
246 (1995) 176 


241 (1995) 603 
242 (1995) 632 


247 (1995) 257 


242 (1995) 265 


242 (1995) 499 
249 (1996) 485 





48 Author index to volumes 241-250 


Maynau, D., see Guihery, N. 

Mayoral, J.A., see Alvira, E. 

Mazur, E., see Deliwala, S. 

McCarthy, I.E., see Adcock, W. 

McCluskey, A., see Blanch, R.J. 

McCombie, J., see Hepworth, P.A. 

McCormick, A.V., see Gupta, V. 

McCourt, F.R.W., see Cappelletti, D. 

McElvain, J.. M. Cha, H. Yu, N. Zhang, F. Wudl and A.J. Heeger, Third harmonic 
generation spectrum of a degenerate ground state conjugated polymer. Direct evidence 
of simultaneous two- and three-photon resonance 

McKellar, A.R.W., see Xu, Y. 

McKendrick, K.G., see Jackson, N.A. 

Medforth, C.J., see Gentemann, S. 

Medikeri, M.N. and M.K. Mishra, Lowest unoccupied molecular orbital as the resonant 
orbital. An investigation using the bi-variational self-consistent field method 

Mehring, M., see Butscher, R. 

Mehta, M.A., see Gregory, D.M. 

Meijerink, A., see Wegh, R.T. 

Meiwes-Broer, K.H., see von Czarnowski, A. 

Mejias, J.A., see Sousa, C. 

Melchior, A., see Laurent, T. 

Mele, A., see Piccirillo, S. 

Mele, F., see Barone, V. 

Meller, J., J.P. Malrieu and J.L. Heully, Multireference self-consistent size-consistent 
configuration interaction method. A few applications to ground and excited states 

Mellor, W.E., see Lee, A.R. 

Melo, A. and M.J. Ramos, Proton transfer in arginine—carboxylate interactions 

Menningen, K.L., see Childs, M.A. 

Merawa, M., see Lichanot, A. 

Merch4n, M., see Rubio, M. 

Merkin, J.H., see Yannacopoulos, A.N. 

Mertens, F. and R. Imbihl, Parameter-dependent anisotropy of front propagation in the 
H, +O, reaction on Rh(110) 

Messina, M. and K.R. Wilson, A semi-classical implementation of quantum control using 
Gaussian wave packet dynamics 

Mestdagh, J.M., see Gaveau, M.A. 

Meuwis, K., G. Depuydt, N. Boens and F.C. De Schryver, Comparison of simultaneous 
biexponential and compartmental analyses of fluorescence decay surfaces of intermolec- 
ular two-state excited-state processes 

Meyer, H., see Drohm, C. 

Michael, J.V., see Kumaran, S.S. 

Michalewicz, M.T., see Adcock, W. 

Midey, A.J., see Qian, J. 

Mieher, W.D., see Deliwala, S. 

Migirdicyan, E., see Kozankiewicz, B. 

Mikami, N., see Okazaki, A. 

Mikhailin, V.V., see Belsky, A.N. 


248 (1996) 199 
245 (1995) 335 
242 (1995) 617 
244 (1995) 433 
241 (1995) 116 
249 (1996) 341 
247 (1995) 596 
248 (1996) 237 


247 (1995) 221 
242 (1995) 126 
243 (1995) 564 
245 (1995) 441 


246 (1995) 26 
249 (1996) 444 
246 (1995) 654 
246 (1995) 495 
246 (1995) 321 
249 (1996) 123 
247 (1995) 321 
247 (1995) 577 
249 (1996) 290 


244 (1995) 440 
243 (1995) 341 
245 (1995) 498 
246 (1995) 567 
246 (1995) 263 
248 (1996) 321 
248 (1996) 63 


242 (1995) 221 


241 (1995) 502 
246 (1995) 307 


246 (1995) 641 
245 (1995) 529 
243 (1995) 59 
244 (1995) 433 
244 (1995) 414 
242 (1995) 617 
245 (1995) 549 
241 (1995) 275 
243 (1995) 552 





Author index to volumes 241-250 


Miki, M., see Momose, T. 

Miklave, A., M. Perdih and 1.W.M. Smith, The role of kinematic mass in simple collision 
models of activated bimolecular reactions 

Milce, A.P., D.E. Heard, R.E. Miller and B.J. Orr, Rovibrational spectroscopy of the 
C,H,—Ar van der Waals complex, using a fluorescence depletion infrared—ultraviolet 
double resonance technique 

Mile, B., P.D. Sillman, L. Stokes and A.R. Yacob, The ESR spectrum and structure of a 
heteronuclear trimeric cluster, Au, Ag, prepared using a rotating cryostat 

Millemaggi, A., see Caminati, W. 

Miller, R.E., see Milce, A.P. 

Miller, R.S. and R.A. MacPhail, Complex dynamics and the stimulated gain spectrum of 
pentylcyanobipheny! in the isotropic phase 

Miller, T.A., see Powers, D.E. 

Miller, W.H., see Lehr, L. 

Millot, C., see Tufién, I. 

Minamitsu, A., see Hiraoka, K. 

Ming, L., S. Nordholm and H.W. Schranz, On the estimation of anharmonic densities of 
states of molecules 

Mingotaud, C., see Ravaine, S. 

Mink, H.-J. and H.-H. Schmidtke, Reply to Comment on ‘‘Optical properties of Nil tr- 
bu, P(O)NR],. A paramagnetic d° complex with planar structure”’ 

Miret-Artés, S., see Pilar de Lara, M. 

Mishra, M.K., see Medikeri, M.N. 

Misra, A., R. Dutta and M. Chowdhury, Effect of dioxane on the benzil:SDS radical pair 
system. A study in the presence of high magnetic fields 

Mitchell, D., see Campbell, E.E.B. 

Mitchell, D.J., see Gregory, D.M. 

Mittal, J.P., see Chowdhury, P.K. 

Mittal, J.P., see Pushpa, K.K. 

Miura, H., see Matsui, S. 

Miya, M., see Sato, T. 

Miyagawa, I., Mixing of the sideband lines from an ESR absorption. Proposed technique of 
the modulation-frequency sweep curve 

Miyamoto, T., see Tero-Kubota, S. 

Miyata, K., see Cao, H. 

Miyatake, Y., see Hase, H. 

Mo, Y., see Katayanagi, H. 

Moazzen-Ahmadi, N., see Hwang, C.H. 

Mobius, K., see Di Valentin, M. 

Modesti, S., see Cepek, C. 

Modisette, J.P., P. Nordlander, J.L. Kinsey and B.R. Johnson, Wavelet bases in eigenvalue 
problems in quantum mechanics 

Mohn, H., see Muccini, M. 

Molin, Yu.N., see Stass, D.V. 

Molin, Yu.N., see Grigoryants, V.M. 

Moller, S., W.A. Yee, R.A. Goldbeck, S.E. Wallace-Williams, J.W. Lewis and D.S. Kliger, 
Biexponential fluorescence decay of diphenylbutadiene rotational conformers after 
extreme red edge excitation 


49 
246 (1995) 583 


241 (1995) 415 


250 (1996) 95 


250 (1996) 313 
243 (1995) 302 
250 (1996) 95 


241 (1995) 121 
247 (1995) 548 
250 (1996) 515 
241 (1995) 450 
241 (1995) 623 


248 (1996) 228 
242 (1995) 478 


247 (1995) 310 
242 (1995) 336 
246 (1995) 26 


243 (1995) 308 
250 (1996) 544 
246 (1995) 654 
242 (1995) 421 
249 (1996) 167 
242 (1995) 163 
242 (1995) 310 


250 (1996) 85 
249 (1996) 314 
246 (1995) 171 
245 (1995) 95 
247 (1995) 571 
250 (1996) 273 
248 (1996) 434 
250 (1996) 537 


250 (1996) 485 
245 (1995) 107 
243 (1995) 533 
246 (1995) 392 


243 (1995) 579 





50 Author index to volumes 241-250 


Momose, T., M. Uchida, N. Sogoshi, M. Miki, S. Masuda and T. Shida, Infrared 
spectroscopic studies of photoinduced reactions of methyl! radical in solid parahydrogen 

Monshouwer, R., I. Ortiz de Zarate, F. van Mourik and R. van Grondelle, Low-intensity 
pump—probe spectroscopy on the B800 to B&8S0 transfer in the light harvesting 2 
complex of Rhodobacter sphaeroides 

Moore, E.A., see Clayden, N.J. 

Moore, J.N., see Arnold, C.J. 

Moortgat, G.K., see Neeb, P. 

Morand, J.-P., see Le Breton, H. 

Moratti, S.C., see Greenham, N.C. 

Moravskii, A.P., see Rubtsov, I.V. 

Morawski, O. and J. Prochorow, Fluorescence and phosphorescence emission and nonradia- 
tive relaxation of acridine in a crystalline matrix of 2,3-dimethylnaphthalene 

Morley, G., see Bescés, B. 

Morokuma, K., see Amatatsu, Y. 

Morozov, I.I., see Dunsyuryun, D.H. 

Morozova, O.B., Yu.P. Tsentalovich, A.V. Yurkovskaya and R.Z. Sagdeev, Cross-relaxa- 
tion mechanism for the formation of nuclear polarization: a quantitative time-resolved 
CIDNP study 

Mostoller, M., see Liu, F. 

Moszynski, R., T.G.A. Heijmen and A. van der Avoird, Second dielectric virial coefficient 
of helium gas: quantum-statistical calculations from an ab initio interaction-induced 
polarizability 

Mozumder, A., Free-ion yield and electron—ion recombination rate in liquid xenon 

Muccini, M., R.F. Mahrt, R. Hennig, U. Lemmer, H. Bassler, F. Biscarini, R. Zamboni and 
C. Taliani, Observation of interface excitons and energy transfer processes in an 
oligo-thiophene multi-layer structure 

Muccini, M., R. Danieli, R. Zamboni, C. Taliani, H. Mohn, W. Miller and H.U. ter Meer, 
Location of the lowest exciton in C,. single crystal by two-photon excitation spec- 
troscopy 

Mueller, K.T., T.P. Jarvie, DJ. Aurentz and B.W. Roberts, The REDOR transform: direct 
calculation of internuclear couplings from dipolar-dephasing NMR data 

Muhr, H.-J., R. Nesper, B. Schnyder and R. K&tz, The boron heterofullerenes C,.B and 
C,.B: generation, extraction, mass spectrometric and XPS characterization 

Mukai, K., S. Kawasaki, J.B. Jamali and N. Achiwa, Magnetic properties of a new type of 
1 ,5-diphenyl-6-oxo- and -thioxo-verdazyl radicals 

Mukamel, S. and V. Rupasov, Energy transfer, spectral diffusion, and fluorescence of 
molecular aggregates: Brownian oscillator analysis 

Mukhopadhyay, D., see Soos, Z.G. 

Mukoyama, T., see Nakamatsu, H. 

Millen, K., see Kohler, A. 

Millen, K., see Pauck, T. 

Millen, K., see Cornil, J. 

Millen, K., see Biasutti, M.A. 

Mullens, J.W., see Laperriére, S.C. 

Miller, A., W. Richter and L. Kador, Pressure effects on single molecules of terrylene in 
p-terpheny] 

Miller, A. and U. Haeberlen, Temperature-dependent spectral spin diffusion in solid state 
deuteron magnetic resonance 


246 (1995) 583 


246 (1995) 341 
248 (1996) 173 
248 (1996) 464 
246 (1995) 150 
242 (1995) 604 
241 (1995) 89 
249 (1995) 101 


242 (1995) 253 
244 (1995) 407 
245 (1995) 469 
242 (1995) 390 


246 (1995) 499 
248 (1996) 213 


247 (1995) 440 
245 (1995) 359 


242 (1995) 207 


245 (1995) 107 


242 (1995) 535 


249 (1996) 399 


241 (1995) 618 


242 (1995) 17 
245 (1995) 194 
247 (1995) 168 
243 (1995) 456 
244 (1995) 171 
247 (1995) 425 
248 (1996) 13 
243 (1995) 114 


241 (1995) 547 


248 (1996) 249 





Author index to volumes 241-250 


Miller, R., see Kéllner, M. 

Miller, W., see Muccini, M. 

Munn, N.S. and D.C. Clary, Reduced-dimension quantum calculations for molecule—surface 
reacuions 

Minster, A.F., see Watzl, M. 

Murad, S., see Powles, J.G. 

Murakami, A., see Yamagishi, H. 

Murakoshi, K., see Hasegawa, Y. 

Murashov, V., Ab initio study of small gallium phosphate clusters (Chem. Phys. Letters 
236 (1995) 609). Erratum 

Murata, M., see Kohtani, S. 

Murgida, D.H., R. Erra-Balsells and G.M. Bilmes, New photocalorimetric references for 
UV excitation 

Musgrave, C.B., SJ. Harris and W.A. Goddard III, The surface-radical—surface-olefin 
recombination step for CVD growth of diamond. Calculation of the rate constant from 
first principles 

Mutai, K., see Nakagaki, R. 

Myshlyavtsev, A.V., see Resnyanskii, E.D. 


Nadjo, L., see Keita, B. 

Nadtochenko, V.A., see Rubtsov, L.V. 

Nagase, S., see Kobayashi, K. 

Nagayama, K., see Dimitrov, A.S. 

Nagels, B., M. Schuurman, L.J.F. Hermans and P.L. Chapovsky, Use of electric fields to 


study nuclear spin conversion in molecules. Application to CH ,F 

Nagy, G., E. Kérés, N. Oftedal, K. Tjelflaat and P. Ruoff, Effect of temperature in 
cerium-ion-catalyzed bromate-driven oscillators 

Nagy, J.B., see Lambin, Ph. 

Naik, P.D., see Pushpa, K.K. 

Naito, M., see Okamoto, H. 

Nakagaki, R., Y. Tsujimoto and K. Mutai, Magnetic field effects on end product yields 
observed for photochemistry involving biradical intermediates 

Nakagawa, S., Anisotropic contribution in multicenter polarizabilities and first hyperpolar- 
izabilities. Ab initio MP2 calculations of acetylene, ethylene, ethane and benzene 

Nakai, T. and D. Kuwahara, Spinning sideband summation for quadrupole MAS NMR 
spectra using a magic-angle turning technique 

Nakajima, A., N. Zhang, H. Kawamata, T. Hayase, K. Nakao and K. Kaya, Photoelectron 
spectroscopy and mass distributions of aluminum—sulfur cluster anions (Al,S>) 

Nakajima, T. and S. Kato, A time-dependent approach to the nonradiative decay of 
polyatomic molecule: S, to S, transition of H,CO 

Nakajima, T., see Nakatsuji, H. 

Nakajima, T., see Nakatsuji, H. 

Nakamatsu, H., T. Mukoyama and H. Adachi, Ionic and covalent bonds in CeO, crystal 

Nakamura, H., see Hiyama, M. 

Nakano, M., S. Yamada, I. Shigemoto and K. Yamaguchi, Dynamic (hyper)polarizability 
density analysis based on virtual excitation processes: visualization of the dynamic 
electron fluctuatability of systems under time-dependent external electric fields 

Nakao, K., see Nakajima, A. 


51 


250 (1996) 355 
245 (1995) 107 


246 (1995) 399 
242 (1995) 273 
245 (1995) 178 
250 (1996) 165 
248 (1996) 8 


242 (1995) 651 
247 (1995) 293 


250 (1996) 198 


247 (1995) 359 
244 (1995) 388 
248 (1996) 136 


249 (1996) 297 
249 (1995) 101 
245 (1995) 230 
243 (1995) 462 


242 (1995) 48 
250 (1996) 255 
245 (1995) 85 
249 (1996) 167 
248 (1996) 289 
244 (1995) 388 
246 (1995) 256 
249 (1996) 205 
241 (1995) 295 
250 (1996) 361 
247 (1995) 418 
249 (1996) 284 


247 (1995) 168 
248 (1996) 316 


250 (1996) 247 
241 (1995) 295 





52 Author index to volumes 241-250 


Nakashima, N., see Hasegawa, Y. 
Nakatsuji, H., T. Nakajima, M. Hada, H. Takashima and S. Tanaka, Spin—orbit effect on 
the magnetic shielding constant using the ab initio UHF method: silicon tetrahalides 
Nakatsuji, H., M. Hada, T. Tejima, T. Nakajima and M. Sugimoto, Spin—orbit effect on the 
magnetic shielding constant using the ab initio UHF method. Electronic mechanism in 
the aluminum compounds, AIX; (X = H, F, Cl, Br and I) 

Nakatsuji, H., J. Hasegawa, H. Ueda and M. Hada, Ground and excited states of oxyheme: 
SAC/SAC-CI study 

Nakatsuji, H., see Hasegawa, J. 

Nakatsuji, H., see Toyota, K. 

Nakazawa, T., see Tsukahara, K. 

Nalivaiko, S.E., see Gordon, E.B. 

Nasluzov, V.A., see Albert, K. 

Nasu, M., see Hiraoka, K. 

Nasu, M., see Hiraoka, K. 

Nathanson, G.M., see Benjamin, I. 

Necoechea, W.C. and D.G. Truhlar, An improved potential energy surface for the degener- 
ate rearrangement of (HF), 

Neeb, P., O. Horie and G.K. Moortgat, The nature of the transitory product in the 
gas-phase ozonolysis of ethene 

Nefedov, O.M., see Becerra, R. 

Negita, K., Electrorheological effect in the nematic phase of MBBA 

Negri, F., see Cepek, C. 

Neher, D., see Ferencz, A. 

Nelson, H.H., see Garland, N.L. 

Nelson, N.Y., see Gentemann, S. 

Nemes, L., see Wang, C.-C. 

Nemukhin, A.V., B.L. Grigorenko and A.V. Savin, Theoretical vibrational spectrum of 
(HF), in argon matrices 

Nesbitt, D.J., see Davis, S. 

Nesper, R., see Muhr, H.-J. 

Neuhauser, R., see Helm, R.M. 

Neumann, R. and N.C. Handy, Investigations using the Becke—Roussel exchange func- 
tional 


Neumark, D.M., see De Beer, E. 
Neusser, H.J., see Grebner, Th.L. 
Neusser, H.J., see Helm, R.M. 


Newton, M.D., see Cave, R.J. 

Neyman, K.M., S.Ph. Ruzankin and N. Résch, Adsorption of CO molecules on a 
MgQ(001) surface. Model cluster density functional study employing a gradient-cor- 
rected potential 

Neyman, K.M., see Albert, K. 

Nguyen, M.T., D. Sengupta and L.G. Vanquickenborne, Can silacetylene be observed? A 
theoretical treatment of the tunneling effect 

Ni, H., J.M. Serafin and J.J. Valentini, A simple method for measurement of the full 
three-dimensional velocity distribution of photofragments and reaction products 

Nichols, J., see Kutteh, R. 


248 (1996) 8 


247 (1995) 418 


249 (1996) 284 


250 (1996) 379 
250 (1996) 159 
250 (1996) 437 
246 (1995) 331 
242 (1995) 75 
245 (1995) 671 
241 (1995) 623 
245 (1995) 14 
243 (1995) 222 


248 (1996) 182 


246 (1995) 150 
250 (1996) 111 
246 (1995) 353 
250 (1996) 537 
245 (1995) 23 
248 (1996) 296 
245 (1995) 441 
245 (1995) 585 


250 (1996) 226 
246 (1995) 157 
249 (1996) 399 
249 (1996) 365 


246 (1995) 381 
244 (1995) 400 
245 (1995) 578 
249 (1996) 365 
249 (1996) 15 


246 (1995) 546 


245 (1995) 671 


244 (1995) 83 


244 (1995) 207 
248 (1996) 484 





Author index to volumes 241-250 


Niederalt, C., S. Grimme and S.D. Peyerimhoff, Ab initio theoretical study of the electronic 
absorption spectra of polycyclic aromatic hydrocarbon radical cations of naphthalene, 
anthracene and phenanthrene 

Niedner-Schatteburg, G., see Schindler, T. 

Nield, V.M., see Li, J.-C. 

Nielsen, N.C., see Lee, Y.K. 

Niki, H., see Chen, J. 

Nikl, M., see MareS, J.A. 

Nikolaev, P., see Guo, T. 

Ning, C.-L., see Shand, N.C. 

Nishikawa, K. and I. Tanaka, Correlation lengths and density fluctuations in supercritical 
states of carbon dioxide 

Nishimoto, K., see Ikeda, T. 

Nishimoto, S., see Ohtani, B. 

Nishizawa, K., see Kawashima, Y. 

Nisoli, M., see Graupner, W. 

Niu, J.E. and W.H.E. Schwarz, Electron density distributions of 7 bonds 

Nivarthi, S.S., see Gupta, V. 

Nizkorodov, S.A., see Bieske, E.J. 

Noack, F., see Radloff, W. 

Noble, C.J., see Song, R. 

Noble, C.J., see Song, R. 

Nogami, T., see Ishida, T. 

Nomura, O., see Aoki, K. 

Nomura, T., see Ohta, N. 

Nonoguchi, M., see Hasegawa, J. 

Nooijen, M., see Gwaltney, S.R. 

Nooney, M., J.M. Price, R.M. Martin and A.M. Wodtke, Quantum-state-specific metastable 
time-of-flight as a probe of CO photodesorption from GaAs(100) 

Nordfors, D., see Kempgens, B. 

Nordh, U.E. and N.P. Benetis, Extension of the accessible dynamical range of reorganiza- 
tion in ESEEM simulations of single crystals 

Nordholm, S., see Ming, L. 

Nordlander, P., see Averitt, R.D. 

Nordlander, P., see Finch, C.D. 

Nordlander, P., see Modisette, J.P. 

Noérenberg, R., see Daum, R. 

Norman, P., D. Jonsson, O. Vahtras and H. Agren, Cubic response functions in the random 
phase approximation 

Noro, T., see Yamagishi, H. 

Nowinski, K., see Dodziuk, H. 

Nuccio, B.P., AJ. Apponi and L.M. Ziurys, The millimeter-wave spectrum of 
SrCCH(X **): chemical trends in metal monoacetylide species 

Nurmukhametov, R.N., see Khakhel’, O.A. 


Oberlé, J., G. Jonusauskas, E. Abraham and C. Rulliére, Enhancement and sub-picosecond 
dynamics of optical non-linearities of excited-states: trans-stilbene in solution 
Obi, K., see Fukushima, M. 


245 (1995) 455 
250 (1996) 301 
241 (1995) 290 
242 (1995) 304 
245 (1995) 519 
241 (1995) 311 
243 (1995) 49 
247 (1995) 32 


244 (1995) 149 
248 (1996) 329 
242 (1995) 315 
249 (1996) 87 
246 (1995) 95 
249 (1996) 218 
247 (1995) 596 
250 (1996) 266 
245 (1995) 400 
243 (1995) 324 
247 (1995) 477 
247 (1995) 7 
242 (1995) 527 
241 (1995) 195 
250 (1996) 159 
248 (1996) 189 


245 (1995) 377 
246 (1995) 347 


244 (1995) 321 
248 (1996) 228 
242 (1995) 592 
244 (1995) 345 
250 (1996) 485 
246 (1995) 607 


242(1995) 7 
250 (1996) 165 
249 (1996) 406 


247 (1995) 283 
247 (1995) 185 


241 (1995) 281 
242 (1995) 443 





54 Author index to volumes 241-250 


Obi, K., see Akiike, M. 

Obi, K., see Suzuki, T. 

Obi, K., see Fukushima, M. 

Oesterhelt, D., see Arlt, T. 

Offer, A.R. and G.G. Balint-Kurti, Photodissociation of HOC! via the 1 'A’ state. Model 
calculations of the spin-orbit and A-doublet product state distributions 

Oftedal, N., see Nagy, G. 

Ogasawara, H. and M. Ito, Electro-oxidation of methanol on Pt(111) in acid solutions: 
effects of electrolyte anions during electrocatalytic reactions 

Ogata, Y., see Ohta, N. 

Ohm, H., see Eichkorn, K. 

Ohmori, K., see Kosugi, N. 

Ohta, K., see Kamada, K. 

Ohta, N., T. Nomura, S. Okazaki and I. Yamazaki, External electric field effects on 
fluorescence of chromophoric thiacyanine in Langmuir—Blodgett mixed monolayer films 

Ohta, N., Y. Ogata, S. Okazaki and I. Yamazaki, External electric field effects on 
absorption and fluorescence spectra of indocarbocyanine in Langmuir—Blodgett films 

Ohtani, B., K. Iwai, H. Kominami, T. Matsuura, Y. Kera and S. Nishimoto, Titanium(IV) 
oxide photocatalyst of ultra-high activity for selective N-cyclization of an amino acid in 
aqueous suspensions 

Oja, J., see Ala-Korpela, M. 

Okabayashi, T., see Tanimoto, M. 

Okada, S. and S. Saito, Geometries and electronic structure of extractable C,,. fullerenes 

Okada, T., see Chosrowjan, H. 

Okada, Y., see Tanimura, S. 

Okamoto, H., N. Tanaka and M. Naito, Modelling temporal kinetic oscillations for 
electrochemical oxidation of formic acid on Pt 

Okazaki, A., T. Ebata and N. Mikami, Degenerate four-wave mixing spectroscopy of 
jet-cooled SO, via the C-X transition 

Okazaki, M., see Cao, H. 

Okazaki, S., see Ohta, N. 

Okazaki, S., see Ohta, N. 

O’Keefe, A., see Scherer, J.J. 

Okunishi, M., see Kosugi, N. 

Okuno, T., see Sekine, T. 

Olivucci, M., see Smith, B.R. 

Olivucci, M., see Celani, P. 

Olsen, J., see Koch, H. 

Olsen, L.R., see Wright, A.O. 

O'Malley, P.J., see Collins, SJ. 

Ong, J.-L., DJ. Sloop and T.-S. Lin, Deuteration effect on the spin dynamics of the 
photo-excited triplet state of pentacene in p-terphenyl crystals 

Onida, G. and W. Andreoni, Effect of size and geometry on the electronic properties of 
small hydrogenated silicon clusters 

Oomens, J. and J. Reuss, The v, + vy. — 
seeded jet 

Orlandi, G., see Cepek, C. 

Orlandini, L., see Barone, V. 


Vio hot band in propyne studied in a bimolecular 


243 (1995) 89 
246 (1995) 130 
248 (1996) 269 
241 (1995) 559 


247 (1995) 173 
250 (1996) 255 


245 (1995) 304 
244 (1995) 355 
242 (1995) 652 
246 (1995) 475 
249 (1996) 329 


241 (1995) 195 


244 (1995) 355 


242 (1995) 315 
242 (1995) 95 
242 (1995) 153 
247 (1995) 69 
242 (1995) 644 
241 (1995) 62 


248 (1996) 289 


241 (1995) 275 
246 (1995) 171 
241 (1995) 195 
244 (1995) 355 
245 (1995) 273 
246 (1995) 475 
249 (1996) 201 
242 (1995) 27 
243 (1995) 1 
244 (1995) 75 
244 (1995) 395 
246 (1995) 555 


241 (1995) 540 
243 (1995) 183 
250 (1996) 217 


250 (1996) 537 
246 (1995) 45 





Author index to volumes 241-250 


Orlic, N., see Gellini, C. 

Orr, B.J., see Milce, A.P. 

Orrit, M., see Wrachtrup, J. 

Orrit, M., see Kozankiewicz, B. 

Orti, E., see Rubio, M. 

Ortiz de Zarate, I., see Monshouwer, R. 

Oshima, Y., see Tanaka, K. 

Ossler, F., J. Larsson and M. Aldén, Measurements of the effective lifetime of O atoms in 
atmospheric premixed flames 

Osyczka, A., see Hilczer, W. 

Otsuka, T., see Ikagawa, T. 

Ottonelli, M., see Magnasco, V. 

Ouhlal, A., A. Selmani and A. Yelon, Bonding in (n°-C,H,)M and (°-C,H,)M”*, 
M = Ti, Cr, Ni, and Cu. A local spin density study 

Oumi, M., see Head-Gordon, M. 

Ouyang, M., see Wang, K.Z. 

Over, H., H. Bludau, R. Kose and G. Ertl, N, adsorption onto the (2 x 2)-O precovered 
Ru(0001) surface: a low-energy electron-diffraction study 

Ozeki, H., see Saleck, A.H. 


Pacchioni, G., see Chung, S.-C. 

Pacchioni, G., see Sousa, C. 

Pachter, R., see Wang, Z. 

Pacios, L.F., A numerical study on the effective dimension of protein surfaces 

Page, J.B., see Fox, J.R. 

Pagsberg, P., A. Sillesen, J.T. Jodkowski and E. Ratajczak, Kinetics of the reaction 
F + NO + M-— FNO + M studied by pulse radiolysis combined with time-resolved IR 
and UV spectroscopy 

Pais, A.A.C.C., see Varandas, A.J.C. 

Pajaczkowska, A., see Ryba-Romanowski, W. 

Pal, S., see Chandra, A.K. 

Pal, S., see Chandra, A.K. 

Palii, A.V., see Borras-Almenar, J.J. 

Palleschi, A., see Piccirillo, S. 

Palmer, R.E., see Laitenberger, P. 

Palmer, R.E., see Friedrich, C.M. 

Pan, H. and H.J. Wang, Cellular automaton approach to the NO-—CO reaction on a catalytic 
surface 

Pan, J.-J., see Hwang, J.-K. 

Panas, I., Aspects of density functional theory in ab initio quantum chemistry: external 
correlation for free 

Papakondylis, A., see Matsika, S. 

Papanyan, V.O., see Averitt, R.D. 

Papatheodorou, G.N. and V. Dracopoulos, Light scattering from molten lithium fluoride 

Paramonov, G.K., Selective preparation of the zeroth-order vibrational states in the HOD 
molecule by ultrashort infrared laser pulses 

Parikh, A.N., see Shi, J. 

Parisel, O., Y. Ellinger and C. Giessner-Prettre, The electroaffinity of O, by DFT and 
coupled MCSCF / perturbation approaches. A computational experiment 


55 


246 (1995) 335 
250 (1996) 95 
245 (1995) 262 
245 (1995) 549 
248 (1996) 321 
246 (1995) 341 
241 (1995) 149 


250 (1996) 287 
247 (1995) 601 
248 (1996) 255 
248 (1996) 82 


243 (1995) 269 
246 (1995) 114 
243 (1995) 217 


243 (1995) 435 
244 (1995) 199 


248 (1996) 109 
249 (1996) 123 
248 (1996) 121 
242 (1995) 325 
249 (1996) 195 


249 (1996) 358 
249 (1996) 264 
242 (1995) 623 
241 (1995) 399 
247 (1995) 95 
249 (1996) 7 
247 (1995) 577 
246 (1995) 79 
247 (1995) 348 


241 (1995) 185 
243 (1995) 171 


245 (1995) 171 
250 (1996) 409 
242 (1995) 592 
241 (1995) 345 


250 (1996) 505 
246 (1995) 90 


250 (1996) 178 





Author index to volumes 241-250 


Parisi, E., see Brugé, F. 

Parisse, C., J. Brion and J. Malicet, UV absorption spectrum of ozone: structure analysis 
and study of the isotope effect in the Hartley system 

Parlett, L.C., see Buckingham, A.D. 

Parmigiani, F., see Sangaletti, L. 

Parnachev, A.P., E.G. Bagryanskaya, V.F. Tarasov, N.N. Lukzen and R.Z. Sagdeev, 
Investigation of chemical and spin dynamics in micellized radical pairs by time-resolved 
stimulated nuclear polarization. Theory and experiment 

Parrinello, M., see Marx, D. 

Parrinello, M., see Tornaghi, E. 

Parrinello, M., see Lamoen, D. 

Parthasarathy, V., see Pushpa, K.K. 

Partridge, H., C.W. Bauschlicher Jr. and L. Visscher, The dissociation energies of AlH, 
and AlAr 

Partridge, H., see Bauschlicher Jr., C.W. 

Partridge, H., see Thiimmel, H.T. 

Pasinski, A., see Bylicki, F. 

Pasinszki, T., T. Veszprémi and M. Fehér, Structure of thionyl imides — the new isomer 

Paso, R., V.-M. Horneman, J. Pietila and R. Anttila, High-resolution study of the infrared 
band v, of CH "Cl. 

Pasquerault, D., see Canosa, A. 

Patchkovskii, S., see Cioslowski, J. 

Pathak, R.K., see Zope, R.R. 


Pauck, T., R. Hennig, M. Perner, U. Lemmer, U. Siegner, R.F. Mahrt, U. Scherf, K. 


Millen, H. Bassler and E.O. Gébel, Femtosecond dynamics of stimulated emission and 
photoinduced absorption in a PPP-type ladder polymer 
Paul, J.B., see Scherer, J.J. 


Paul, J.B., see Scherer, J.J. 

Pauzat, F., see Talbi, D. 

Pavese, M. and G.A. Voth, Pseudopotentials for centroid molecular dynamics. Application 
to self-diffusion in liquid para-hydrogen 

Pavienko, V.S., see Gordon, E.B. 

Pawlik, A., see Stadler, S. 

Payne, M.C., see Hu, P. 

Payne, M.G., see Garrett, W.R. 

Pedersen, L., see Lee, H. 

Pedersen, T.B. and A.E. Hansen, Ab initio calculation and display of the rotatory strength 
tensor in the random phase approximation. Method and model studies 

Pedrini, C., see Belsky, A.N. 

Peeters, D. and G. Leroy, Theoretical computation of the heats of hydrogen abstraction 
reactions 

Peng, G., see Wang, X. 

Peng, S.Y., see Guo, X.Y. 

Peng, T., D.H. Zhang, J.Z.H. Zhang and R. Schinke, Reaction of O('D) + H, ~ HO + H. 
A three-dimensional quantum dynamics study 

Percival, P.W., B. Addison-Jones, J.-C. Brodovitch, F. Ji, P.J. Horoyski, M.L.W. Thewalt 
and T.R. Anthony, . hyperfine coupling constants in MuC,, 

Perdih, M., see Miklave, A. 


250 (1996) 443 


248 (1996) 31 
243 (1995) 15 
245 (1995) 463 


244 (1995) 245 
241 (1995) 457 
246 (1995) 469 
248 (1996) 309 
249 (1996) 167 


246 (1995) 33 
245 (1995) 158 
247 (1995) 366 
245 (1995) 7 
250 (1996) 466 


247 (1995) 277 
245 (1995) 407 
248 (1996) 116 
242 (1995) 555 


244 (1995) 171 
242 (1995) 395 
245 (1995) 273 
244 (1995) 269 


249 (1996) 231 
242 (1995) 75 
247 (1995) 271 
246 (1995) 73 
246 (1995) 446 
243 (1995) 229 


246 (1995) 1 
243 (1995) 552 


246 (1995) 481 
243 (1995) 469 
242 (1995) 228 
248 (1996) 37 


245 (1995) 90 
241 (1995) 415 





Author index to volumes 241-250 


Peremans, A., A. Tadjeddine and P. Guyot-Sionnest, Vibrational dynamics of CO at the 
(100) platinum electrochemical interface 

Pérez-Jord4, J.M. and W. Yang, An algorithm for 3D numerical integration that scales 
linearly with the size of the molecule 

Pérez-Jorda, J.M. and W. Yang, A simple O(N log N) algorithm for the rapid evaluation 
of particle—particle interactions 

Permogorov, D., see Campargue, A 

Perner, M., see Pauck, T 

Perpéte, E.A., see Champagne, B. 

Perrin, M.-Y., see Wallaart, H.L 

Persico, M., see Granucci, G. 

Person, W.B., see Del Bene, J.E 

Persson, B.N.J. and P. Avouris, The effects of the electric field in the STM on excitation 
localization. Implications for local bond breaking 

Persson, B.N.J., see Lamont, C.L.A. 

Perutz, R.N., see Arnold, C.J. 

Peterson, K.A., see Hill, J.R. 

Pétrisse, R., see Georges, R 

Petrov, N.Kh., A. Wiessner, T. Fiebig and H. Staerk, Study of preferential solvation in 
binary solvent mixtures by the spectro-streak picosecond technique 

Petrov, S.V. and K.M. Katsov, A priori effective rotational Hamiltonians. Rotational 
spectra of some simple molecular models 

Pettersson, J.B.C., see Andersson, M.B. 

Peyerimhoff, S.D., see Krossner, Th. 

Peyerimhoff, S.D., see Niederalt, C. 

Pfab, J., see Hippler, M. 

Pfab, J., see Shand, N.C. 

Pfanstiel, J.F., see Hepworth, P.A. 

Pfeifer, H., see Fritzsche, S. 

Pfeiffer, M., Calculation of vibrational Raman intensities of organic molecules with a 
delocalized m system 

Pfeiffer, M., see Johr, T. 

Phillips, D.L. and W.M. Kwok, Short-time photodissociation dynamics of 
chloroiodomethane in solution from resonance Raman spectroscopy 

Phillips, L.F., Steady-state heat and matter transfer at a non-uniform phase boundary 

Phillips, L.F., see Vallance, C. 

Phillips, R.T., see Greenham, N.C. 

Piar, B., see Wallaart, H.L. 


Picaud, S., S. Briquez and C. Girardet, Molecule—step interactions in the aggregation of 
admolecules on ionic substrates 


Piccirillo, S., M. Coreno, C. Bosman, A. Giardini Guidoni, A. Mele and A. Palleschi, 
Resonant two-photon ionization of van der Waals adducts of 4-fluorostyrene with 
monomethylamine and monoethylamine: intracluster chemical reactions 

Piciacchia, G., see Di Stefano, G. 

Pidun, U., see Dapprich, S. 

Pietila, J., see Paso, R. 

Pilar de Lara, M., P. Villarreal, G. Delgado-Barrio, S. Miret-Artés, E. Buonomo and F.A. 
Gianturco, Fragmentation of Ar; clusters via vibrational predissociation 


247 (1995) 243 


241 (1995) 469 


247 (1995) 484 
241 (1995) 339 
244 (1995) 171 
248 (1996) 301 
246 (1995) 587 
246 (1995) 228 
247 (1995) 89 


242 (1995) 483 
243 (1995) 429 
248 (1996) 464 
244 (1995) 218 
246 (1995) 601 


241 (1995) 127 


246 (1995) 649 
250 (1996) 555 
241 (1995) S511 
245 (1995) 455 
243 (1995) 500 
247 (1995) 32 
249 (1996) 341 
242 (1995) 361 


241 (1995) 161 
246 (1995) 521 


241 (1995) 267 
250 (1996) 349 
250 (1996) 59 
241 (1995) 89 
246 (1995) 587 


242 (1995) 212 
247 (1995) 577 
249 (1996) 351 
242 (1995) 521 


247 (1995) 277 


242 (1995) 336 





58 Author index to volumes 241-250 


Pilbrow, J.R., see Song, R. 

Pilbrow, J.R., see Song, R. 

Pilling, M.J., see Yannacopoulos, A.N. 

Pines, A., see Jones, J.A. 

Pinot de Moira, J.C., see Ball, S.M. 

Piotrowiak, P., On the photoisomerization coordinate of tetraphenylethylene 

Pipes, L.C., D.Y. Kim, N. Brandstater, C.D. Fuglesang and D. Baugh, Determination of 
transition dipole matrix elements for the 266 nm photofragmentation of | JKM) 
state-selected CD, I 

Pipin, J., see Bishop, D.M. 

Pippenger, P.M., see Averitt, R.D. 

Pippenger, R., see Diller, R. 

Pirani, F., see Cappelletti, D. 

Pirotta, M., A. Renn, M.H.V. Werts and U.P. Wild, Single molecule spectroscopy. 
Perylene in the Shpol’skii matrix n-nonane 

Pisarski, W.A., see Ryba-Romanowski, W. 

Pizio, O., see Kalyuzhnyi, Yu.V. 

Pizio, O., see Henderson, D. 

Platz, M.S., see Kozankiewicz, B. 

Pliego Jr., J.R. and W.B. De Almeida, Searching for the ylide structure. An ab initio study 
of the H,O...CCl, complex 

Pohorille, A., see Benjamin, I. 

Politzer, P., see Grice, M.E. 

Pollak, E., see Marcinek, R. 


Polly, R., D. Gruber, L. Windholz and H. Jager, Collision-induced fluorescence of Cs,: the 


3'L* +X 'S* system 

Pommier, J., see Abouaf, R. 

Popple, R.A., see Finch, C.D. 

Povey, I.M., R.T. Carter, H. Bitto and J.R. Huber, Quantum beat spectroscopy of jet-cooled 
transient radicals generated by a pulsed electrical discharge 

Powers, D.E., M. Pushkarsky and T.A. Miller, Laser-induced fluorescence and fluorescence 
depletion spectroscopy of the jet-cooled CF,S radical 

Powles, J.G., S. Murad and B. Holtz, A novel osmotic pressure route to the activity 
coefficient of a molecule in a solution 

Pradeep, T., Chemical constitution of a perfluoropolyether liquid surface. A photoelectron 
spectroscopic study 

Prager, M., see Havighorst, M. 

Prato, M., see Sariciftci, N.S. 

Pratt, D.W., see Hepworth, P.A. 

Price, J.M., see Nooney, M. 

Prochorow, J., see Morawski, O. 

Protsykevich, I.A., Yu. Duda and M.F. Holovko, Solution of the associative Percus—Yevick 
approximation for the multicomponent mixture of dimerizing hard spheres with surface 
adhesion 

Pshenichnikov, M.S., see de Boeij, W.P. 

Puech, K., F.Z. Henari, W.J. Blau, D. Duff and G. Schmid, Investigation of the ultrafast 
dephasing time of gold nanoparticles using incoherent light 

Pulay, P., see Magyarfalvi, G. 


243 (1995) 324 
247 (1995) 477 
248 (1996) 63 
247 (1995) 215 
245 (1995) 1 
241 (1995) 387 


247 (1995) 564 
241 (1995) 484 
242 (1995) 592 
241 (1995) 109 
248 (1996) 237 


250 (1996) 576 
242 (1995) 623 
242 (1995) 297 
245 (1995) 615 
245 (1995) 549 


249 (1996) 136 
243 (1995) 222 
244 (1995) 295 
242 (1995) 54 


249 (1996) 174 
242 (1995) 184 
244 (1995) 345 


248 (1996) 470 
247 (1995) 548 
245 (1995) 178 


243 (1995) 125 
250 (1996) 232 
247 (1995) 510 
249 (1996) 341 
245 (1995) 377 
242 (1995) 253 


248 (1996) 57 
247 (1995) 264 


247 (1995) 13 
241 (1995) 393 





Author index to volumes 241-250 


Pulay, P., see Kozlowski, P.M. 

Pulay, P., see Rauhut, G. 

Pullen, S., L.A. Walker Il, B. Donovan and R.J. Sension, Femtosecond transient absorption 
study of the ring-opening reaction of 1,3-cyclohexadiene 

Pullen, S., see Walker II, L.A. 

Pundlik, S.S., see Kulkarni, S.A. 

Purnell, J., see Snyder, E.M. 

Pushkarsky, M., see Powers, D.E. 

Pushpa, K.K., Awadhesh Kumar, R.K. Vatsa, P.D. Naik, K. Annaji Rao, J.P. Mittal, V. 
Parthasarathy and S.K. Sarkar, CO, laser induced IRMPD of 2-bromo-2-chloro-1,1,1- 
trifluoroethane: time-resolved luminescence studies 

Piittner, R., M. Domke, K. Schulz and G. Kaindl, Vibrationally resolved Si 2p photoabsorp- 
tion spectrum of SiF, 

Pyykk6, P., see Runeberg, N. 


Qian, J., AJ. Midey, S.G. Donnelly, J.1. Lee and J.M. Farrar, Solvated metal cation 
photochemistry. Electronic state-selective reaction versus evaporation in 
Sr*(CH ,OH)/Sr*(CH ,OD) 

Qiu, H. and C. Deng, Ab initio studies on the structures and isomerization of the 
carbenoids CH, LiX (X = F, CI) 

Quiney, H.M., see Reid, J.P. 


Rabinowitz, M.J., see Ryu, S.-O. 
Radloff, W., Th. Freudenberg, H.-H. Ritze, V. Stert, K. Weyers and F. Noack, Femtosec- 


ond dynamics of benzene(NH ,), complexes in highly excited states 

Radloff, W., see Ritze, H.-H. 

Radom, L., see Smith, B.J. 

Raghavachari, K., see Li, S. 

Rais, M.H., see Gondal, M.A. 

Rajgara, F.A., see Ravindra Kumar, G. 

Rakestraw, D.J., see Scherer, J.J. 

Ramasesha, S., Z. Shuai and J.L. Brédas, Correction vector method for exact dynamic NLO 
coefficients in restricted configuration space 

Ramasesha, S., see Shuai, Z. 

Ramaswamy, R., see Jayalakshmi, V. 

Ramirez, R., see Schiitt, J. 

Ramos, M.J., see Melo, A. 

Randall, C.R., see Wang, X. 

Randall, K.J., see Kempgens, B. 

Rangwala, S.A., see Ravindra Kumar, G. 

Rantala, T.T., see Hyvénen, M. 

Rashin, A.A., see Topol, I.A. 

Rassat, A., see Céolin, R. 

Ratajczak, E., see Pagsberg, P. 

Ratajczak, H. and A.M. Yaremko, Theory of profiles of hydrogen stretching infrared bands 
of hydrogen-bonded solids. Model of strong coupling between the high-frequency 
hydrogen stretching vibration and low-freauency phonons 

Rauhut, G. and P. Pulay, Considerations regarding the local treatment of Laplace transform 
MPPT 


59 


247 (1995) 379 
248 (1996) 223 


242 (1995) 415 
242 (1995) 177 
245 (1995) 143 
248 (1996) 1 
247 (1995) 548 


249 (1996) 167 


250 (1996) 145 
246 (1995) 239 


244 (1995) 414 


249 (1996) 279 
246 (1995) 562 


242 (1995) 279 


245 (1995) 400 
250 (1996) 415 
245 (1995) 123 
243 (1995) 275 
243 (1995) 94 
245 (1995) 287 
245 (1995) 273 


245 (1995) 224 
250 (1996) 14 
247 (1995) 38 
248 (1996) 379 
245 (1995) 498 
243 (1995) 469 
246 (1995) 347 
245 (1995) 287 
246 (1995) 300 
247 (1995) 112 
244 (1995) 100 
249 (1996) 358 


243 (1995) 348 


248 (1996) 223 





Author index to volumes 24/-—250 


Rauscher, H., see Bolotov, L. 

Rauth, T., O. Echt, P. Scheier and T.D. Mark, Interaction of electrons with CZ, and Cz; 
post-ionization, dissociation and kinetic energy release 

Ravaine, S., B. Agricole, C. Mingotaud, J. Cousseau and P. Delhaés, Langmuir and 
Langmuir—Blodgett films of a perfluoro C,,. derivative 

Ravindra Kumar, G., F.A. Rajgara and S.A. Rangwala, Optical nonlinearity in a mode 
locking dye: optical limiting and four wave mixing 

Ravishankara, A.R., see Turnipseed, A.A. 

Ray, P.C. and P.K. Das, First-order hyperpolarizabilities of octupolar aromatic molecules: 
symmetrically substituted triazines 

Ray, P.C., Second-order polarizability of p-substituted cinnamic acids 

Raz, T. and R.D. Levine, On the burning of air 

Re, M., D. Laria and R. Fernandez-Prini, Solvent structural contributions to the dissolution 
process of an apolar solute in water 

Rebrion, C., see Canosa, A. 

Rechthaler, K. and G. Kohler, Photophysical properties of a highly fluorescent push—pull 
stilbene 

Reed, C.A., see Bolskar, R.D. 

Reed, C.A., see Gallagher, S.H. 

Reid, J.P., C.J.S.M. Simpson and H.M. Quiney, Vibrational deactivation of CO (v = 1) by 
inelastic collisions with “He and *He at low impact energies 

Reid, S.A., see Tang, Y. 

Reisfeld, G. and M. Strongin, A new technique for studying surface reactions: the reaction 
of hydrogen with high pressure oxygen on palladium 

Reisfeld, R., see Sorek, Y. 

Rella, C.W., see Hill, J.R. 

Rempel, U., B. von Maltzan and C. von Borczyskowski, Competition between charge 
transfer via superexchange and thermally activated energy transfer in porphyrin- 
heterodimer— quinone systems 

Rendell, A.P., see Lee, TJ. 

Rendulic, K.D., see Beutl, M. 

Renn, A., see Pirotta, M. 

Resnyanskii, E.D., E.I. Latkin, A.V. Myshlyavtsev and V.I. Elokhin, Monomolecular 
adsorption on rough surfaces with dynamically changing morphology 

Reuben, B.G., see Dunne, L.J. 

Reuben, B.G., see Dunne, LJ. 

Reuss, J., see Linskens, A.F. 

Reuss, J., see Oomens, J. 

Reynolds, P.A., see Fullagar, W.K. 

Reynolds, P.A., see Edler, K.J. 

Ribblett, J.W., see Hepworth, P.A. 


Ricca, A. and C.W. Bauschlicher Jr., The low-lying electronic states of LiB 

Ricca, A. and C.W. Bauschlicher Jr., The low-lying electronic states of LiC 

Ricca, A. and C.W. Bauschlicher Jr., The MCH} systems: do ScCH} and TiCH} have C, 
or C,, symmetry and a comparison of the B3LYP method to other approaches 

Ricci, A., see Di Stefano, G. 

Rice, M.J., see Gartstein, Yu.N. 

Richardson Jr., J.W., see Fullagar, W.K. 


243 (1995) 445 


247 (1995) 515 


242 (1995) 478 


245 (1995) 287 
242 (1995) 427 


244 (1995) 153 
248 (1996) 27 
246 (1995) 405 


250 (1996) 25 
245 (1995) 407 


250 (1996) 152 
247 (1995) 57 
248 (1996) 353 


246 (1995) 562 
248 (1996) 476 


246 (1995) 85 
244 (1995) 371 
244 (1995) 218 


245 (1995) 253 
243 (1995) 402 
247 (1995) 249 
250 (1996) 576 


248 (1996) 136 
242 (1995) 560 
246 (1995) 358 
248 (1996) 244 
250 (1996) 217 
245 (1995) 102 
249 (1996) 438 
249 (1996) 341 
241 (1995) 241 
244(1995) 32 


245 (1995) 150 
249 (1996) 351 
249 (1996) 451 
245 (1995) 102 





Author index to volumes 24] —250 


Richter, W., see Miller, A. 

Richter, W., see Warren, W.S. 

Riedle, E., see Hasche, T. 

Riedler, M., see Beutl, M. 

Riehl, D., F. Chaput, Y. Lévy, J.-P. Boilot, F. Kajzar and P.-A. Chollet, Second-order 
optical nonlinearities of azo chromophores covalently attached to a sol-gel matrix 

Ringnalda, M.N., see Lu, D. 

Rips, I., Electron solvation dynamics in polar liquids 

Rittner, F., A. Seidel and B. Boddenberg, Line shape analysis of "Xe NMR spectra of 
xenon in zeolites 

Ritze, H.-H. and W. Radloff, Ab initio study of AgNH, and its cation 

Ritze, H.-H., see Radloff, W. 

Robb, M.A., see Smith, B.R. 

Robb, M.A., see Celani, P. 

Robb, M.A., see Yamamoto, N. 

Roberts, B.W., see Mueller, K.T. 

Roberts, D.R., see Clayden, NJ 

Robinson, K.M., see Kornyshev, A.A. 

Rode, B.M., see Liedl, K.R. 

Rodgers, M.A.J., see Armaroli, N. 

Rodrigues, S.P.J., see Varandas, AJ.C. 

Rohlfing, C.M., A theoretical study of HCIO, isomers 

Rohmund, F. and E.E.B. Campbell, Charge transfer collisions between C2* and C, 

Rolle, W., see Kind, I. 

Roman, H.E., see Alasia, F. 

Romascan, J., see Schaeffer, M.W. 

Ron, S., see Charutz, D.M. 

Roncero, O., G. Delgado-Barrio, M.1. Hernandez, J. Campos-Martinez and P. Villarreal, 
Wave packet study of the Ne,I, fragmentation dynamics: a four degrees of freedom 
model 

Roncero, O., see Campos-Martinez, J. 

Roos, B.O. and K. Andersson, Multiconfigurational perturbation theory with level shift 
the Cr, potential revisited 

Roos, B.O., see Rubio, M. 

Rosato, A., see Bertini, I. 

Résch, N., see Albert, K 

Résch, N., see Neyman, K.M. 

Rdsch, N., see Chung, S.-C. 

Rosenblatt, M.M., see Hill, J.R. 

Rosenwaks, S., see Laurent, T. 

Rosmus, P., see Chambaud, G. 

Rossi, C., N. Marchettini, S. Bastianoni and A. Donati, Carbon relaxation analysis in 
proton coupled spin systems 

Roszak, S. and K. Balasubramanian, Theoretical study of structure and thermodynamic 
properties of YC, 


Roszak, S., An ab initio configuration interaction study of deprotonation and dehydrogena- 
tion pathways of the hydronium cation 

Rougeau, N. and C. Kubach, A quasi-atomic treatment of the dynamics of the H ,O,-like 
molecule 


61 


241 (1995) 547 
247 (1995) 207 
244 (1995) 164 
247 (1995) 249 


245 (1995) 36 
242 (1995) 543 
245 (1995) 79 


243 (1995) 140 
250 (1996) 415 
245 (1995) 400 
242 (1995) 27 
243 (1995) 1 
250 (1996) 373 
242 (1995) 535 
248 (1996) 173 
242 (1995) 367 
246 (1995) 455 
241 (1995) 555 
245 (1995) 66 
245 (1995) 665 
245 (1995) 237 
249 (1996) 35 
247 (1995) 502 
242 (1995) 632 
244 (1995) 299 


246 (1995) 187 
246 (1995) 197 


245 (1995) 215 
248 (1996) 321 
250 (1996) 495 
245 (1995) 671 
246 (1995) 546 
248 (1996) 109 
244 (1995) 218 
247 (1995) 321 
247 (1995) 


241 (1995) 97 


246 (1995) 20 


250 (1996) 187 


246 (1995) 664 





62 Author index to volumes 241-250 


Rovnyank, D., see Wu, G. 

Rowe, B.R., see Canosa, A. 

Royen, P., see Berg, L.-E. 

Rubahn, H.-G., see Konz, E. 

Rubayo-Soneira, J., A. Garcia-Vela, G. Delgado-Barrio and P. Villarreal, Vibrational 
predissociation of |,—Ne. A quasiclassical dynamical study 

Rubio, M., M. Merchan, E. Ortf and B.O. Roos, A theoretical study of the electronic 
spectrum of terthiophene 

Rubtsov, I.V., D.V. Khudiakov, A.P. Moravskii and V.A. Nadtochenko, Orientational 
behavior of C,,. molecules in chlorobenzene 

Rudolf, P., see Maxwell, A.J. 

Ruff, A., see Schreiber, E. 

Ruiz-Lépez, M.F., see Tufién, I. 

Rulliére, C., see Oberlé, J. 

Rumi, M. and G. Zerbi, Progression of combination bands in the infrared spectra of 
polyenes 

Runeberg, N., M. Seth and P. Pyykk6, Calculated properties of XeH , 

Ruoff, P., see Nagy, G. 

Rupasov, V., see Mukamel, S. 

Rupprecht, A., see Warman, J.M. 

Rutz, S., see Schreiber, E. 

Ruud, K., see Jaszufiski, M. 

Ruud, K., see Barszczewicz, A. 

Ruzankin, S.Ph., see Albert, K. 

Ruzankin, S.Ph., see Neyman, K.M. 

Ruzankin, S.Ph., see Chung, S.-C. 

Ryba-Romanowski, W., S. Gotab, W.A. Pisarski, G. Dominiak-Dzik and A. Pajaczkowska, 
Investigation of the Cr** sites in SrLaGaO, crystal 

Rychlewski, J., see Cencek, W. 

Rychlewski, J., see Komasa, J. 

Ryckaert, J.-P., see Depaepe, J.-M. 

Ryu, J. and B.S. Hudson, A new interpretation of the electronic spectrum of ethylene from 
6-8 eV 

Ryu, S.-O., S.M. Hwang and M.J. Rabinowitz, Rate coefficient of the O +H, =OH +H 
reaction determined via shock tube—laser absorption spectroscopy 

Rzhevsky, O.S., see Gordon, E.B. 


Saalfrank, P., see Scheurer, C. 

Sabo, D., Z. Bati¢é, T. Biirgi and S. Leutwyler, Three-dimensional model calculation of 
torsional levels of (H,O), and (D,O), 

Sabry-Grant, R., see Luxbacher, T. 

Sadlej, AJ. and P.W. Fowler, Single-photon pair excitations in weakly interacting systems 

Sadowski, C.M., see Ball, S.M. 

Sagdeev, R.Z., see Parnachev, A.P. 

Sagdeev, R.Z., see Morozova, O.B. 

Saito, S., see Tanimoto, M. 

Saito, S., see Saleck, A.H. 

Saito, S., see Okada, S. 


249 (1995) 210 
245 (1995) 407 
248 (1996) 283 
247 (1995) 522 


243 (1995) 236 


248 (1996) 321 


249 (1995) 101 
247 (1995) 257 
242 (1995) 106 
241 (1995) 450 
241 (1995) 281 


242 (1995) 639 
246 (1995) 239 
250 (1996) 255 
242 (1995) 17 
249 (1996) 319 
242 (1995) 106 
243 (1995) 144 
250 (1996) 1 
245 (1995) 671 
246 (1995) 546 
248 (1996) 109 


242 (1995) 623 
246 (1995) 417 
249 (1996) 253 
245 (1995) 653 


245 (1995) 448 


242 (1995) 279 
242 (1995) 75 


245 (1995) 201 


244 (1995) 283 
241 (1995) 103 
245 (1995) 59 
245 (1995) 1 
244 (1995) 245 
246 (1995) 499 
242 (1995) 153 
244 (1995) 199 
247 (1995) 69 





Author index to volumes 24] -—250 


Saito, S.L., Calculation of positronium compounds, PsLi, PsF, and PsCl, by second-order 
variational perturbation method 

Saito, Y., S. Yokoyama, M. Inakuma and H. Shinohara, An ESR study of the formation of 
La@C,, isomers in arc synthesis 

Sakaguchi, T., see Sato, T. 

Sakaguchi, T., see Kamada, K. 

Sakaguchi, Y. and H. Hayashi, Magnetic field effects on the photodissociation reaction of 
triphenylphosphine in non-viscous homogeneous solutions 

Sakaguchi, Y., see Igarashi, M. 

Sakai, K., see Takahashi, N. 

Sakhno, T.V., see Khakhel’, O.A. 

Sakimoto, K., Isotope variations of exchange and dissociation reactions in collinear 
He +H; collisions 

Sakurai, K., see Funasaka, H. 

Salai Cheettu Ammal, S., S.P. Ananthavel, J. Chandrasekhar, P. Venuvanalingam and M.S. 
Hegde, Electron donor—acceptor complexes of I, with diethyl ether and diethyl sul- 
phide. An ab initio MO study 

Salaneck, W.R., see Lucci, G. 

Saleck, A.H., H. Ozeki and S. Saito, Isotopic NS rotational spectra: "NS and NS 

Salvi, P.R., see Gellini, C. 

Salzgeber, R.F., U. Manthe, Th. Weiss and C. Schlier, Improved L’-stabilization theory to 
compute resonances under multichannel conditions 

Samanta, A., see Saroja, G. 

Samanta, A., see Saroja, G. 


Samoson, A., Multiquantum NMR of quadrupole nuclei with strong pulses 
Samuel, I.D.W., see Greenham, N.C. 

Sanche, L., see Huels, M.A. 

Sander, S.P., see Francisco, J.S. 


Sangaletti, L., L.E. Depero, P.S. Bagus and F. Parmigiani, A proper Anderson Hamiltonian 
treatment of the 3s photoelectron spectra of MnO, FeO, CoO and NiO 

Sanguinetti, S., see Benedek, G. 

Sankaran, N.B., see Saroja, G. 

Sano, K., see Urano, T.I. 

San Roman, E., see Daraio, M.E. 

Sariciftci, N.S., F. Wudl, A.J. Heeger, M. Maggini, G. Scorrano, M. Prato, J. Bourassa and 
P.C. Ford, Photoinduced electron transfer and long lived charge separation in a 
donor—bridge—acceptor supramolecular ‘diad’ consisting of ruthenium(II) tris(bipyri- 
dine) functionalized C,, 

Sarkar, N., see Das, K. 

Sarkar, P., see Chaudhury, P. 

Sarkar, S.K., see Pushpa, K.K. 

Saroja, G. and A. Samanta, Polarity of the micelle—water interface as seen by 4 
aminophthalimide, a solvent sensitive fluorescence probe 

Saroja, G., N.B. Sankaran and A. Samanta, Photophysical study of two carbostyril dyes: 
investigation of the possible role of a rotary decay mechanism 

Sartakov, B., see Linskens, A.F. 

Sasaki, T., see Sueyoshi, T. 

Sasse, W.H.F., see Wilson, G.J. 


245 (1995) 54 


250 (1996) 80 
242 (1995) 310 
249 (1996) 329 


245 (1995) 591 
243 (1995) 545 
246 (1995) 183 
247 (1995) 185 


248 (1996) 414 
241 (1995) 154 


248 (1996) 153 
244 (1995) 139 
244 (1995) 199 
246 (1995) 335 


249 (1996) 237 
246 (1995) 506 
249 (1996) 392 
247 (1995) 203 
241 (1995) 89 
245 (1995) 387 
241 (1995) 33 


245 (1995) 463 
244 (1995) 339 
249 (1996) 392 
242 (1995) 471 
250 (1996) 203 


247 (1995) 510 
249 (1996) 323 
250 (1996) 238 
249 (1996) 167 


246 (1995) 506 


249 (1996) 392 
248 (1996) 244 
241 (1995) 189 
250 (1996) 583 





64 Author index to volumes 241-250 


Sathyamurthy, N., see Mahapatra, S. 

Sathyamurthy, N., see Chakrabarti, N. 

Sato, K., S. Tsunashima, T. Takayanagi, G. Fijisawa and A. Yokoyama, Translationa 
distributions of fragments produced in the photodissociation of vinyl fluoride at 157 nm 

Sato, K., S. Tsunashima, T. Takayanagi, G. Fujisawa and A. Yokoyama, Rotational state 
distribution of HC! formed in the infrared multiphoton dissociation of trichloroethene 

Sato, K., see Watanabe, Y. 

Sato, N., H. Ito and K. Kuchitsu, Electronic transition moment of the AIO(B 7*-X ?=*) 
emission. Analysis of the R dependence of the Al?*O*~ character in the X ** state 
(Chem. Phys. Letters 240 (1995) 10). Erratum 

Sato, S. and K. Kimura, Two-pulsed-field ionization method in zero kinetic energy 
photoelectron spectroscopy and mass analyzed threshold ionization spectroscopy 

Sato, T., T. Ichikawa, T. Ito, Y. Yonezawa, K. Kadono, T. Sakaguchi and M. Miya, 
Nonlinear optical properties of silver sols prepared by photoreduction method 

Sato, Y., see Kosugi, N. 

Saunders, M., A. Khong, R. Shimshi, H.A. Jiménez-V4zquez and R.J. Cross, Chromato- 
graphic fractionation of fullerenes containing noble gas atoms 

Saunders, M., see Laskin, J. 

Saunders, V.R., see Mackrodt, W.C. 

Sauvage, J.-P., see Armaroli, N. 

Savenije, T.J., R.B.M. Koehorst and T.J. Schaafsma, Photo-induced unidirectional electron 
transfer in a porphyrin heterojunction 

Savin, A.V., see Nemukhin, A.V. 

Savolainen, M.J., see Ala-Korpela, M. 

Savrda, S.L. and I.M. Littlewood, Electronic quenching of the A'S* state of NaH 

Sawada, T., see Harata, A. 

Sawai, N., see Tsukahara, K. 

Saykally, R.J., see Scherer, J.J. 

Saykally, R.J., see Scherer, J.J. 

Scappini, F., see Dore, L. 

Schaafsma, T.J., see Savenije, T_J. 

Schaefer III, H.F., see Gobbi, A. 

Schaefer III, H.F., see Leszczyfiski, J. 

Schaeffer, M.W., W. Kim, P.M. Maxton, J. Romascan and P.M. Felker, Raman spec- 
troscopy of naphthalene clusters. Evidence for a symmetrical trimer and an unsymmetri- 
cal tetramer 

Schaeffer, M.W., see Maxton, P.M. 

Schafer, R., see Schlecht, S. 

Schatz, G.C., see Simonson, M. 

Schedel-Niedrig, T., see Itchkawitz, B.S. 

Scheier, P., see Rauth, T. 

Schell, M., see Xu, Y. 

Scherer, J.J., J.B. Paul and R.J. Saykally, Cavity ringdown laser absorption spectroscopy of 
the jet-cooled aluminum dimer 

Scherer, J.J., D. Voelkel, DJ. Rakestraw, J.B. Paul, C.P. Collier, RJ. Saykally and A. 
O’Keefe, Infrared cavity ringdown laser absorption spectroscopy (IR-CRLAS) 

Scherf, U., see KGhler, A. 

Scherf, U., see Pauck, T. 


241 (1995) 223 
242 (1995) 490 


242 (1995) 401 


245 (1995) 432 
244 (1995) 231 


242 (1995) 650 


249 (1996) 155 


242 (1995) 310 
246 (1995) 475 


248 (1996) 127 
242 (1995) 249 
250 (1996) 66 
241 (1995) 555 


244 (1995) 363 
250 (1996) 226 
242 (1995) 95 
245 (1995) 427 
249 (1996) 112 
246 (1995) 331 
242 (1995) 395 
245 (1995) 273 
244 (1995) 145 
244 (1995) 363 
244(1995) 27 
244 (1995) 252 


242 (1995) 632 
241 (1995) 603 
246 (1995) 315 
244 (1995) 19 
243 (1995) 211 
247 (1995) 515 
247 (1995) 589 


242 (1995) 395 
245 (1995) 273 


243 (1995) 456 
244 (1995) 171 





Author index to volumes 241-250 


Scherf, U., see Graupner, W. 

Schertel, A., see Bagus, P.S. 

Scheurer, C. and P. Saalfrank, Density matrix model for hydrogen transfer in the benzoic 
acid dimer 

Schilling, B., see Gaveau, M.A. 

Schindler, T., C. Berg, G. Niedner-Schatteburg and V.E. Bondybey, Protonated water 
clusters and their black body radiation induced fragmentation 

Schinke, R., see Peng, T. 

Schirmer, J., see Kempgens, B. 

Schlag, E.W., see Hobza, P. 

Schlecht, S., R. Schafer, J. Woenckhaus and J.A. Becker, Electric dipole polarizabilities of 
isolated gallium arsenide clusters 

Schlegel, H.B., see Chen, W. 

Schlegel, H.B., see Yamamoto, N. 

Schleyer, P. von R., see Leszczyfiski, J. 

Schlichting, P., see Biasutti, M.A. 

Schlier, C., see Salzgeber, R.F. 

Schlégl, R., see Itchkawitz, B.S. 

Schmatz, S. and P. Botschwina, Coupled cluster calculations for linear Cy (X 7Tl, and 
C *Tl,) and C, (X *E>) 

Schmid, G., see Puech, K. 

Schmidt, A.B., Thermodynamics of a polyion in a symmetric electrolyte: applicability of 
the Poisson—Boltzmann equation 

Schmidt, J., see Kohler, J. 

Schmidt, S., see Arlt, T. 

Schmidt, W.F., see Koizumi, H. 

Schmidtke, H.-H., see Mink, H.-J. 

Schmitt, M., see Vogt, P. 

Schnyder, B., see Muhr, H.-J. 

Schoeller, W.W., Vinylidenecarbenoid. The importance of solvation and electron correla- 
tion effects on its structure 

Schranz, H.W., see Ming, L. 

Schreiber, E., K. Kobe, A. Ruff, S. Rutz, G. Sommerer and L. Wéste, Ultrafast fragmenta- 
tion probability of the Na, C state 

Schreiner, P.R., see Leszczyfski, J. 

Schroeder, J., see Daum, R. 

Schultz, J.A., see Chiang, C.-M. 

Schulz, B. and P. Botschwina, Calculated spectroscopic properties for NH,...HC,H 

Schulz, C., B. Yip, V. Sick and J. Wolfrum, A laser-induced fluorescence scheme for 
imaging nitric oxide in engines 

Schulz, K., see Piittner, R. 

Schulze, M., see Ferencz, A. 

Schuster, D.I., see Bensasson, R.V. 

Schiitt, J.. M.C. B6hm and R. Ramirez, Quantum delocalization of nuclei and electrons: 
cyclobutadiene 

Schuurman, M., see Nagels, B. 

Schwarz, H., see Heinemann, C. 

Schwarz, H., see Heinemann, C. 


65 


246 (1995) 95 
248 (1996) 129 


245 (1995) 201 
246 (1995) 307 


250 (1996) 301 
248 (1996) 37 
246 (1995) 347 
250 (1996) 402 


246 (1995) 315 
241 (1995) 516 
250 (1996) 373 
244 (1995) 252 
248 (1996) 13 
249 (1996) 237 
243 (1995) 211 


245 (1995) 136 
247 (1995) 13 


247 (1995) 465 
250 (1996) 137 
241 (1995) 559 
242 (1995) 320 
247 (1995) 310 
243 (1995) 64 
249 (1996) 399 


241 (1995) 21 
248 (1996) 228 


242 (1995) 106 
244 (1995) 252 
246 (1995) 607 
246 (1995) 275 
243 (1995) 378 


242 (1995) 259 
250 (1996) 145 
245 (1995) 23 
245 (1995) 566 


248 (1996) 379 
242 (1995) 48 
245 (1995) 509 
247 (1995) 611 





66 Author index to volumes 241-250 


Schwarz, J., see Heinemann, C. 

Schwarz, W.H.E., see Niu, J.E. 

Schwarzer, D., see Daum, R. 

Schwegler, E., see Challacombe, M. 

Schweig, A., see Drohm, C. 

Schweiger, A., see Jeschke, G. 

Schweiger, A., see Hoffmann, E.C. 

Schwerdtfeger, P., see Seth, M. 

Scorrano, G., see Sariciftci, N.S. 

Scuseria, G.E., The equilibrium structures of giant fullerenes: faceted or spherical shape? 
An ab initio Hartree—Fock study of icosahedral C,,.. and C.4, 

Scuseria, G.E., see Burant, J.C. 

Seeger, S., see K6llner, M. 

Seidel, A. and B. Boddenberg, Introducing zinc cations into zeolite Y via the reduction of 
HY with zinc metal vapour 

Seidel, A., see Rittner, F. 

Seidl, P.R., see Taft, C.A. 

Seki, K., see Tachiya, M. 

Sekine, T., T. Okuno and K. Awaga, Magnetic behavior of the layered perovskite 
ferromagnet ( p-cyanoanilinium*),CuCl,~ under hydrostatic pressure 

Selina, W.L., see Clayden, N_J. 

Selmani, A., see Ouhlal, A. 

Selzle, H.L., see Hobza, P. 

Sen, K.D., see De Proft, F. 

Senba, K., see Matsui, R. 

Sengupta, D., see Nguyen, M.T. 

Sension, R.J., see Walker II, L.A. 

Sension, R.J., see Pullen, S. 

Serafin, J.M., see Ni, H. 

Seraphin, S., see Jiao, J. 

Serra, G., see Boissel, P. 

Serra, S., see Benedek, G. 

Seta, P., see Bensasson, R.V. 

Seth, M., P. Schwerdtfeger, M. Dolg, K. Faegri, B.A. Hess and U. Kaldor, Large 
relativistic effects in molecular properties of the hydride of superheavy element 111 

Seth, M., see Runeberg, N. 

Setzer, K.D., see Beutel, M. 

Shafranovsky, E., see Behr, P. 

Shand, N.C., C.-L. Ning and J. Pfab, Laser photoionisation (REMPI) spectroscopy of the 
3s  n Rydberg transition of jet-cooled acetaldehyde (CH ,CHO) 

Shao, H.M., see Chow, J.C.L. 

Shao, Y. and Y. Jiang, Symmetry of hydrogenated C,, 

Shao, Y., J. Wu and Y. Jiang, Isomer counting and isomer permutation representation 

Shapiro, M., Accurate determination of excited state potentials from frequency-resolved 
fluorescence data and knowledge of the ground state potential 

Sharafeddin, O.A., Finite-difference Heisenberg approach: an approximate treatment of 
many-particle systems, energy level separations and the time-dependent Schrédinger 
wavefunction 


247 (1995) 611 
249 (1996) 218 
246 (1995) 607 
241 (1995) 67 
245 (1995) 529 
246 (1995) 431 
248 (1996) 393 
250 (1996) 461 
247 (1995) 510 


243 (1995) 193 
248 (1996) 43 
250 (1996) 355 


249 (1996) 117 
243 (1995) 140 
248 (1996) 158 
243 (1995) 330 


249 (1996) 201 
248 (1996) 173 
243 (1995) 269 
250 (1996) 402 
247 (1995) 154 
250 (1996) 560 
244 (1995) 83 
242 (1995) 177 
242 (1995) 415 
244 (1995) 207 
249 (1996) 92 
242 (1995) 157 
244 (1995) 339 
245 (1995) 566 


250 (1996) 461 
246 (1995) 239 
249 (1996) 183 
247 (1995) 327 


247 (1995) 32 
247 (1995) 45 
242 (1995) 191 
248 (1996) 366 


242 (1995) 548 


247 (1995) 470 





Author index to volumes 241-250 


Sharafutdinov, R.G., see Belikov, A.E. 

Shaw, A.M., see Carrington, A. 

Shehadeh, R., see Yin, Y.-Y. 

Shen, G., X. Li, H. Chen, L. Wang and N. Lou, Study of the energy transfer reaction of 
N,(a 'T1,, v’) + COCX 'S, v” = 0) under molecular beam conditions 

Shen, Y., T. Wu and Y. Yang, Proton dipolar spinning-sideband intensities in the MAS 
NMR spectrum of a solid containing a molecular group with fast anisotropic rotation 

Shen, Y.R., see Zhuang, X. 

Sherwood, C.R., see Garner, M.C. 

Shestakov, O., see Beutel, M. 

Shevtsov, V. and N. Masaki, ESR study of hydrogen atoms in solid nitrogen 

Shi, J., B. Hong, A.N. Parikh, R.W. Collins and D.L. Allara, Optical characterization of 
electronic transitions arising from the Au/S interface of self-assembled n-alkanethiolate 
monolayers 

Shibamoto, Y., see Sugimoto, T. 

Shibuya, K., see Akiike, M. 

Shida, T., see Momose, T. 

Shiels, J.C., see Gregory, D.M. 

Shigemasa, E., see Kosugi, N. 

Shigemoto, I., see Nakano, M. 

Shimizu, A., see Hiraoka, K. 

Shimizu, Y., see Kosugi, N. 

Shimogawara, S., see Yamagishi, H. 

Shimshi, R., see Laskin, J. 

Shimshi, R., see Saunders, M. 

Shin, H.K., Vibrationally excited molecules from the reaction of H atoms and chemisorbed 
H atoms on a metal surface 

Shindo, N., see Ishii, C. 

Shinohara, H., see Kimura, T. 

Shinohara, H., see Saito, Y. 

Shiotani, M., see Yahiro, H. 

Shirai, Y., see Abe, J. 

Shirota, H., S. Machida, T. Yamashita and K. Horie, Photoinduced electron transfer process 
probed by persistent spectral hole burning spectroscopy. The effect of the acceptor on 
non-photochemical hole burning 

Shuai, Z., S. Ramasesha and J.L. Brédas, Nonlinear optical properties of nitro-aniline and 
methyl-aniline compounds — an exact correction vector INDO-SDCI study 

Shuai, Z., see Ramasesha, S. 

Shuai, Z., see Cornil, J. 

Shushin, A.1., On the antiphase structure of the ESR spectra of spin-correlated radical pairs. 
Dependence on dimensionality 

Shushin, A.I., Effect of the superposition of weak and strong collisions on unimolecular 
reaction rate 

Sick, V., M. Decker, J. Heinze and W. Stricker, Collisional processes in the O, B *S; 
state 

Sick, V., see Schulz, C. 

Siegner, U., see Pauck, T. 

Sievers, A.J., see Engholm, J.R. 


67 


241 (1995) 209 
241 (1995) 611 
241 (1995) 591 


241 (1995) 577 


242 (1995) 83 
246 (1995) 279 
248 (1996) 20 
249 (1996) 183 
244 (1995) 188 


246 (1995) 90 
249 (1996) 304 
243 (1995) 89 
246 (1995) 583 
246 (1995) 654 
246 (1995) 475 
250 (1996) 247 
241 (1995) 623 
246 (1995) 475 
250 (1996) 165 
242 (1995) 249 
248 (1996) 127 


244 (1995) 235 
242 (1995) 196 
246 (1995) 571 
250 (1996) 80 
246 (1995) 167 
245 (1995) 281 


243 (1995) 297 
250 (1996) 14 
245 (1995) 224 
247 (1995) 425 
245 (1995) 183 
245 (1995) 189 
249 (1996) 335 
242 (1995) 259 


244 (1995) 171 
249 (1996) 387 





68 Author index to volumes 241-250 


Silbey, R.J., see Cho, M. 

Sillesen, A., see Pagsberg, P. 

Sillman, P.D., see Mile, B. 

Silver, J., see Lukas, B. 

Silvi, B., see Gatti, C. 

Sim, E. and N. Makri, Tensor propagator with weight-selected paths for quantum dissipa- 
tive dynamics with long-memory kernels 

Simons, J.P., see Hepworth, P.A. 

Simonson, M., K.S. Bradley and G.C. Schatz, RRKM studies of product branching in the 
NH + NO reaction 

Simonson, T., Accurate calculation of the dielectric constant of water from simulations of a 
microscopic droplet in vacuum 

Simpson, C.J.S.M., P.T. Griffiths, R.L. Lovegrove, P. Matousek and M. Towrie, The 
photolysis of 3-cyclopentenone adsorbed on an MgF, surface 

Simpson, C.J.S.M., P.T. Griffiths, J.M. Curry and M. Towrie, The photolysis of NO 
dimers, adsorbed on an MgF, surface, at 248 nm 

Simpson, C.J.S.M., see Reid, J.P. 

Singhal, R.P., see Ledingham, K.W.D. 

Sinha, H.K. and R.P. Steer, Proton tunneling in the tropolone—N, van der Waals complex 

Sipp, B., see Jundt, C. 

Slanger, T.G., see Copeland, R.A. 

Slanina, Z., see Sun, M.-L. 

Slater, L.S., see Callis, P.R. 

Sloop, D.J., see Ong, J.-L. 

Smalley, R.E., see Guo, T. 

Smith, A.M., J. Agreiter and V.E. Bondybey, Laser-induced fluorescence of matrix-isolated 
H-C=C-C=C-C=N* and H-C=C-C=C-C=C-C=N"* 

Smith, A.M., see Agreiter, J. 

Smith, B.J. and L. Radom, Gas-phase acidities: a comparison of density functional, MP2, 
MP4, F4, G2(MP2, SVP), G2(MP2) and G2 procedures 

Smith, B.R., M.J. Bearpark, M.A. Robb, F. Bernardi and M. Olivucci, ‘Classical wave- 
packet’ dynamics through a conical intersection. Application to the $,/S, photochem- 
istry of benzene 

Smith, F.A., see Hargrave, P.C. 

Smith, I.W.M., see Miklave, A. 

Smith, J.C., see Foloppe, N. 

Smith, J.M. and W.A. Chupka, Evidence for a deep Cooper minimum in the 3s—np channel 
of ND, 

Smith, K.M., see Gentemann, S. 

Smith, S.C., A pseudo-spectral algorithm for the computation of transitional-mode eigen- 
functions in loose transition states 

Smith, W.R. and H.L. V6rtler, Monte Carlo simulation of fluid phase equilibria in pore 
systems: square-well fluid distributed over a bulk and a slit-pore 

Smith, W.R., see Labik, S. 

Smith, W.W., see Babenko, E. 

Snijders, J.G., see Faas, S. 

Snow, T.P., Comments on two-photon absorption by H, molecules as a source of diffuse 
interstellar bands 


242 (1995) 291 
249 (1996) 358 
250 (1996) 313 
241 (1995) 351 
247 (1995) 135 


249 (1996) 224 
249 (1996) 341 


244(1995) 19 


250 (1996) 450 


246 (1995) 269 


250 (1996) 342 
246 (1995) 562 
247 (1995) 555 
241 (1995) 328 
241 (1995) 84 
241 (1995) 173 
246 (1995) 66 
244(1995) 53 
241 (1995) 540 
243 (1995) 49 


244 (1995) 379 
241 (1995) 317 


245 (1995) 123 


242 (1995) 27 
246 (1995) 626 
241 (1995) 415 
242 (1995) 238 


250 (1996) 589 
245 (1995) 441 


243 (1995) 359 
249 (1996) 470 
247 (1995) 227 
244 (1995) 121 
246 (1995) 632 


245 (1995) 639 





Author index to volumes 241-250 


Snyder, E.M., S. Wei, J. Purnell, S.A. Buzza and A.W. Castleman Jr., Femtosecond 
laser-induced Coulomb explosion of ammonia clusters 

Soares, D.M., M.C. dos Santos and O. Teschke, Anodicaliy grown porous silicon structure: 
formation mechanisms 

Sobolewski, A.L., The cooperative Jahn-Teller effect on a two-dimensional molecular 
layer 

Sobolewski, A.L. and W. Domcke, Charge transfer in aminobenzonitriles: do they twist? 

Segaard, J., |. Hazell, N. Bjerre and T. Andersen, A new method for enhancing the 
production of the negatively charged helium dimer He, 

Sogoshi, N., see Momose, T. 

Sokolowski, S., see Kalyuzhnyi, Yu.V. 

Solca, J., see Ermakova, E. 

Solgadi, D., see Dedonder-Lardeux, C. 

Solnyshkin, D.D., see Kovalenko, S.I. 

Sommerauer, M., see Guez, D. 

Sommerer, G., see Schreiber, E. 

Son, M.-S. and Y.K. Sung, The atom—atom potential. Exohedral and endohedral complexa- 
tion energies of complexes of X@C,,. between fullerene and rare-gas atoms (X = He, 
Ne, Ar, Kr, and Xe) 

Song, M.-B., see Hirota, K. 

Song, R., Y.C. Zhong, C.J. Noble, J.R. Pilbrow and D.R. Hutton, A one-dimensional 
mixing-frequency electron spin echo envelope modulation (MIF-ESEEM) spectroscopy 

Song, R., Y.C. Zhong, C.J. Noble, J.R. Pilbrow and D.R. Hutton, A new one-dimensional 


correlation spectroscopy (1D COSY) for electron spin echo envelope modulation studies 

Song, X., see Bu, Y. 

Sonoda, Y. and S. Iwata, Theoretical studies of the internal rotation of the methyl group in 
o-, m-, and p-fluorotoluenes and their cations 

Soos, Z.G. and D. Mukhopadhyay, Infrared intensity and charge transfer in hydrogen 
dimers 


Sordo, J.A., see Iglesias, E. 

Sordo, T.L., see Iglesias, E. 

Sorek, Y., R. Reisfeld and A.M. Weiss, Effect of composition and morphology on the 
spectral properties and stability of dyes doped in a sol—gel glass waveguide 

Sousa, C., J.A. Mejias, G. Pacchioni and F. Illas, Role of surface heterogeneity in the 
chemical bond of MgO: ionic character of regular and defect surface sites 

Spangler, C.W., see Cornil, J. 

Spano, F.C., Theory of strong-field pump—probe spectroscopy in J-aggregates (Chem. 
Phys. Letters 220 (1994) 365). Erratum 

Spiess, H.W., see Gottwald, J. 

Sprunger, P.T., F. Besenbacher and I. Stensgaard, STM investigation of the Ni(111)-c(4 x 
2)-2CO structure 

Sree Latha, G. and M. Durga Prasad, A multireference time-dependent coupled cluster 
study of the intramolecular vibrational relaxation process 

Stace, A.J., see Kirkwood, D.A. 

Stadler, S., F. Feiner, Ch. Brauchle, S. Brandl and R. Gompper, Determination of the first 
hyperpolarizability of four octupolar molecules and their dipolar subunits via hyper- 
Rayleigh scattering in solution 

Stadler, S., R. Dietrich, G. Bourhill, C. Brauchle, A. Pawlik and W. Grahn, First 
hyperpolarizability measurements via hyper-Rayleigh scattering at 1500 nm 


248 (1996) 1 


242 (1995) 202 


248 (1996) 386 
250 (1996) 428 


241 (1995) 573 
246 (1995) 583 
242 (1995) 297 
246 (1995) 204 
250 (1996) 293 
250 (1996) 309 
249 (1996) 309 
242 (1995) 106 


245 (1995) 113 


250 (1996) 335 


243 (1995) 324 


247 (1995) 477 
250 (1996) 455 


243 (1995) 176 
245 (1995) 194 
248 (1996) 179 
248 (1996) 179 
244 (1995) 371 


249 (1996) 123 
247 (1995) 425 


243 (1995) 354 
243 (1995) 314 


243 (1995) 439 


241 (1995) 215 


247 (1995) 332 


245 (1995) 292 


247 (1995) 271 





70 Author index to volumes 241-250 


Staerk, H., see Petrov, N.Kh. 

Staikova, M., see Krossner, Th. 

Stair, P.C., see Fairbrother, D.H. 

Stanton, J.F., see Buhl, M. 

Starcke, J., see Barnes, I. 

Stass, D.V., N.N. Lukzen, B.M. Tadjikov, V.M. Grigoryantz and Yu.N. Molin, lon—molec- 
ular charge transfer reactions of hexafluorobenzene and cis-decalin in nonpolar solutions 
studied by linewidth broadening in MARY spectra 

Steer, R.P., see Sinha, H.K. 

Stefanovich, E.V. and T.N. Truong, Optimized atomic radii for quantum dielectric contin- 
uum solvation models 

Stensgaard, I., see Sprunger, P.T. 

Steren, C.A., H. van Willigen and M. Fanciulli, Photoinduced spin polarization of para- 
magnetic centers in solid Cy, 

Stert, V., see Radloff, W. 

Stewart, B., Scaling of rovibrationally inelastic rate constants for rapidly rotating molecules 

Stewart, B., see Billeb, A. 

Stickland, R.J., see Bieske, E.J. 

Stéckigt, D., Application of density functional theory /Hartree—Fock hybrid methods. 
Geometries and bond dissociation energies of Al* complexes 

Stokes, L., see Mile, B. 

Strain, M.C., see Burant, J.C. 

Strasburger, K. and H. Chojnacki, On the reliability of the SCF and CI wavefunctions for 
systems containing positrons 


Stricker, W., see Sick, V. 


Stringer, J.A., see Gregory, D.M. 

Strizhak, P.E., Formation of CuS fractal films induced by spatial patterns in self-organized 
chemically reactive media (H, Asc—CuL’*-O,—-MB*—HS~ system) 

Strizhak, P.E., Stirring-induced bifurcation driven by the chaotic regime in the Belousov— 
Zhabotinsky reaction in a CSTR 

Strongin, M., see Reisfeld, G. 

Stry, J.J. and J.F. Garvey, Generation of C,.O 
oxy-fullerene anions 

Su, M.-C., see Kumaran, S.S. 

Sublemontier, O., see Gaveau, M.A. 

Subra, R., see Barone, V. 

Subra, R., see Barone, V. 

Subramanian, S., see Velayutham, M. 

Sueyoshi, T., T. Sasaki and Y. Iwasawa, Catalytic CO oxidation on unreconstructed 
Cu(110) observed at low temperatures 

Sugai, T., see Kimura, T. 

Sugimoto, M., see Nakatsuji, H. 

Sugimoto, T., K. Ueda, M. Tsujii, H. Fujita, N. Hosoito, N. Kanehisa, Y. Shibamoto and 
Y. Kai, Ferromagnetic behavior of a tetrafluorotetracyanoquinodimethanide salt at room 
temperature 

Sugita, Y., see Watanabe, S. 

Sugiyama, K., see Funasaka, H. 

Sun, B., see Wu, G. 


via collision induced dissociation of 


241 (1995) 127 
241 (1995) 511 
246 (1995) 513 
241 (1995) 248 
246 (1995) 594 


243 (1995) 533 
241 (1995) 328 


244 (1995) 65 
243 (1995) 439 


245 (1995) 244 
245 (1995) 400 
245 (1995) 643 
247 (1995) 433 
250 (1996) 266 


250 (1996) 387 
250 (1996) 313 
248 (1996) 43 


241 (1995) 485 
249 (1996) 335 
246 (1995) 654 


241 (1995) 360 


243 (1995) 540 
246 (1995) 85 


243 (1995) 199 
243 (1995) 59 
246 (1995) 307 
242 (1995) 351 
246 (1995) 53 
249 (1996) 71 


241 (1995) 189 
246 (1995) 571 
249 (1996) 284 


249 (1996) 304 
244 (1995) 105 
241 (1995) 154 
249 (1995) 210 





Author index to volumes 241-250 


Sun, M.-L., Z. Slanina, S.-L. Lee, F. Uhlfk and L. Adamowicz, AMI computations on 
seven isolated-pentagon-rule isomers of C 

Sun, Y., see Zhong, Q. 

Sun, Y.-P., see Ma, B. 

Sundholm, D., J. Gauss and R. Ahlrichs, The electron correlation contribution to the 
nuclear magnetic shielding tensor of the hydrogen molecule 

Sundstrém, V., see Yartsev, A. 

Sung, Y.K., see Son, M.-S. 

Suppan, P., see von Raumer, M. 

Suslick, K.S., see Hill, J.R. 

Suwaiyan, A., see Than Htun, M. 

Suwaiyan, A., see Than Htun, M. 

Suwaiyan, A., see Than Htun, M. 

Suzuki, T. and K. Obi, Evidence for enhanced intersystem crossing on pyrene fluorescence 
quenching with stable free radicals 

Suzuki, T., see Katayanagi, H. 

Swaddle, T.W., see Takagi, H.D. 

Syage, J.A., Angle—velocity-resolved measurements of I(’P, ,, 
photodissociation at 266 and 304 nm 

Symons, M.C.R., Possible identification of the dihydrogen radical anion in irradiated solid 
hydrogen 

Szalai, I., J. Liszi and D. Boda, The NVT plus test particle method for the determination of 
the vapour—liquid equilibria of pure fluids 

Szczepaniak, K., see Del Bene, J.E. 

Szczepanski, J., J. Drawdy, C. Wehlburg and M. Vala, Vibrational and electronic spectra of 
matrix-isolated tetracene cations 

SzczeSniak, M.M., see Gutowski, M. 

Szente, J.J., see Maricq, M.M. 

Szichman, H. and M. Baer, Quantum mechanical treatment of the H, + OH # H +H,O 
reactions. Calculations of cross sections and rate constants 

Szwarc, H., see Céolin, R. 

Szymanski, S., see Jaszufiski, M. 


80 


>) from (CHD), cluster 


Tachikawa, H., N. Hokari and H. Yoshida, On the hydrogen abstraction reaction CH, + 
CH,CN — CH, + CH,CN. Importance of short-cut tunneling paths on the two-dimen- 
sional potential energy surface 

Tachiya, M. and K. Seki, Microscopic reversibility of the rate constants given by the 
generalized Marcus equation 

Tachiya, M., see Kato, T. 

Tadjeddine, A., see Peremans, A. 

Tadjikov, B.M., see Stass, D.V. 

Tadjikov, B.M., see Grigoryants, V.M. 

Taft, C.A., P.R. Seidl, J.G.R. Tostes, S.K. Lie, J.W. de M. Carneiro and W.A. Lester Jr., 
Ab initio study of hyperconjugation effects on charge distribution in representative 
polycyclic alcohols 

Taiko, H., see Yamagishi, H. 

Taka, M., see Abe, J. 


246 (1995) 66 
248 (1996) 277 
247 (1995) 51 


243 (1995) 264 
243 (1995) 281 
245 (1995) 113 
250 (1996) 91 
244 (1995) 218 
243 (1995) 71 
243 (1995) 506 
243 (1995) 512 


246 (1995) 130 
247 (1995) 571 
248 (1996) 207 


245 (1995) 605 


247 (1995) 607 


246 (1995) 214 
247 (1995) 89 


245 (1995) 539 
241 (1995) 140 
243 (1995) 519 


242 (1995) 285 
244 (1995) 100 
243 (1995) 144 


241 (1995) 7 


243 (1995) 330 
241 (1995) 463 
247 (1995) 243 
243 (1995) 533 
246 (1995) 392 


248 (1996) 158 
250 (1996) 165 
245 (1995) 281 





Author index to volumes 24] —250 


Takagi, H.D. and T.W. Swaddle, Estimation of the outer-sphere contribution to the 
activation volume for electron exchange reactions using the mean spherical approxima- 
tion 

Takagi, S., see Chosrowjan, H. 

Takahashi, N., K. Sakai, H. Tanida and I. Watanabe, Vertical ionization potentials and 
CTTS energies for anions in water and acetonitrile 

Takahashi, T., see Funasaka, H. 

Takami, M., see Zhang, N. 

Takashima, H., see Nakatsuji, H. 

Takayanagi, T., see Sato, K. 

Takayanagi, T., see Sato, K. 

Takeda, N., see Ishida, T. 

Takeuchi, K., see Tanimura, S. 

Talbi, D. and F. Pauzat, Deuteration effects on the IR spectra of C,H, 

Talbot, F., see Dedonder-Lardeux, C. 

Taliani, C., see Muccini, M. 

Taliani, C., see Muccini, M. 

Tam, C.N. and T.A. Keiderling, Direct measurement of the rotational g-value in the ground 
vibrational state of acetylene by magnetic vibrational circular dichroism 

Tamura, T., see Cao, H. 

Tanabe, K., see Tsuzuki, S. 

Tanaka, I., see Nishikawa, K. 

Tanaka, K., Y. Matsuura, Y. Oshima, T. Yamabe, H. Kobayashi and Y. Asai, Band 
structure of orthorhombic Rb,C,» 

Tanaka, K., see Yamagishi, H. 

Tanaka, N., see Okamoto, H. 

Tanaka, S., see Nakatsuji, H. 

Tang, A.C. and F.Q. Huang, Theoretical studies on carbon tubules 

Tang, A.C. and F.Q. Huang, Group theoretical applications to icosahedral fullerenes 

Tang, A.C. and F.Q. Huang, Stability rules of icosahedral (I, or I) fullerenes 

Tang, A.C. and F.Q. Huang, Electronic structures of dihedral (D,,, D,,, D,,,, D,,) fullerenes 

Tang, A.C., see Huang, F.Q. 

Tang, K.T., see Kleinekathdfer, U. 

Tang, Y. and S.A. Reid, Infrared degenerate four wave mixing spectroscopy of jet-cooled 
C,H, 

Tanida, H., see Takahashi, N. 

Tanigichi, S., see Chosrowjan, H. 

Taniguchi, Y., see Kawamata, J. 

Tanimoto, M., S. Saito and T. Okabayashi, Microwave spectrum of FeCl radical in the 
electronic ground °A, state 

Tanimoto, Y., see Cao, H. 

Tanimura, S., Y. Okada and K. Takeuchi, The Hamiltonian of the induction effect in 
infrared spectra of SF, clusters 

Tapalian, C., see Babenko, E. 

Tarakanova, E.G., see Huisken, F 

Tarasov, V.F., see Parnachev, A.P. 

Tashiro, M., see Tero-Kubota, S. 

Tatewaki, H., see Hashimoto, T. 


248 (1996) 207 
242 (1995) 644 


246 (1995) 183 
241 (1995) 154 
244 (1995) 133 
247 (1995) 418 
242 (1995) 401 
245 (1995) 432 
247(1995) 7 
241 (1995) 62 
244 (1995) 269 
250 (1996) 293 
242 (1995) 207 
245 (1995) 107 


243 (1995) 55 
246 (1995) 171 
246 (1995) 9 
244 (1995) 149 


241 (1995) 149 
250 (1996) 165 
248 (1996) 289 
247 (1995) 418 
243 (1995) 387 
245 (1995) 561 
247 (1995) 494 
250 (1996) 528 
248 (1996) 361 
249 (1996) 257 


248 (1996) 476 
246 (1995) 183 
242 (1995) 644 
249 (1996) 29 


242 (1995) 153 
246 (1995) 171 


241 (1995) 62 
244 (1995) 121 
245 (1995) 319 
244 (1995) 245 
249 (1996) 314 
243 (1995) 190 





Author index to volumes 24] —250 


Taylor, P.R., see Martin, J.M.L. 

Taylor, P.R., see Aquino, A.J.A. 

Taylor, S.M., see Carrington, A. 

Tejima, T., see Nakatsuji, H. 

Ten Grotenhuis, E., J.P. van der Eerden, F.J. Hoogesteger and L.W. Jenneskens, Molecular 
structure of organic micro-crystals characterised by atomic force microscopy 

Tepper, R.J. and M.B. Zimmt, Thermochromism of intramolecular charge transfer emission 
bands. Probing the temperature dependence of Franck—Condon factors 

Terao, T., see Ishii, Y. 

Terasaki, A., see Fukuda, Y. 

Terazima, M., T. Hara and N. Hirota, Reaction volume and enthalpy changes in photo- 
chemical reaction detected by the transient grating method; photodissociation of 
diphenylcyclopropenone 

Terekhov, S.N. and S.G. Kruglik, Photoreduction of ferric-tetraphenylporphyrin in 
oxygen-containing solvents revealed by resonance Raman and absorption spectroscopy 

Ter Meer, H.U., see Muccini, M. 

Tero-Kubota, S., T. Miyamoto, K. Akiyama, Y. Ikegami, S. Mataka and M. Tashiro, 
Coherent and incoherent hopping of triplet exciton in quinoxaline-annelated and naph- 
thalene-annelated dimers 

Teschke, O., see Soares, D.M. 

Than Htun, M., A. Suwaiyan and U.K.A. Klein, Proton transfer reaction of 4-hydroxy-1- 
naphthalenesulphonate in methanol—water and ethanol—water mixtures 

Than Htun, M., A. Suwaiyan and U.K.A. Klein, Time-resolved spectroscopy of 4-hydroxy- 
|-naphthalenesulphonate in alcohol—water mixtures 

Than Htun, M., A. Suwaiyan and U.K.A. Klein, Dynamics of an excited acid in 1-pro- 
panol—water mixtures 

Thess, A., see Guo, T. 

Thewalt, M.L.W., see Percival, P.W 

Thiel, W., see Bakowies, D. 

Thiel, W., see Cioslowski, J. 

Thomas, J.M. and D.H. Katayama, Branching fractions of the product NO(A’*S*, v = 0, | 
and 2) and NO(B’I1., v = 0) emissions observed as a function of v’ 
transfer reaction CO(a*I1, v’) + NOCX 7I1_, v” = 0) 

Thoss, M. and W. Domcke, A model for the quantum dynamics of Rydberg states of large 
molecules 

Thimmel, H.T., H. Partridge and W.M. Huo, The theoretical transition probabilities 
between the B “Il, and the A **, W °A,, B’ *S~ states of N, 

Tironi, 1.G., R.M. Brunne and W.F. van Gunsteren, On the relative merits of flexible 
versus rigid models for use in computer simulations of molecular liquids 

Tjelflaat, K., see Nagy, G. 

Toennies, J.P., see Kleinekath6fer, U. 

Tohji, K., see Kimura, T. 

Tokaryk, D.W., see Hwang, C.H. 

Tokumaru, K., see Chosrowjan, H. 

Tomanek, D. and Y.S. Li, lonicity of the M—C,,. bond in M@C,,. endohedral complexes 

Tomio, L. and S.K. Adhikari, Iterative numerical solution of scattering problems 

Tomioka, K., see Ishida, T. 

Tomiyama, T., see Kajiyama, K. 


in the energy 


248 (1996) 336 
249 (1996) 130 
241 (1995) 611 
249 (1996) 284 


250 (1996) 549 
241 (1995) 566 


246 (1995) 439 
242 (1995) 121 


246 (1995) 577 


245 (1995) 268 
245 (1995) 107 


249 (1996) 314 
242 (1995) 202 


243 (1995) 71 


243 (1995) 506 


243 (1995) 512 
243 (1995) 49 
245 (1995) 90 
247 (1995) 491 
248 (1996) 116 


241 (1995) 583 


245 (1995) 364 


247 (1995) 366 


250 (1996) 19 
250 (1996) 255 
249 (1996) 257 
246 (1995) 571 
250 (1996) 273 
242 (1995) 644 
243 (1995) 42 
241 (1995) 477 
247 (1995) 7 
247 (1995) 299 





74 Author index to volumes 241-250 


Tomlin, A.S., see Yannacopoulos, A.N. 

Tommasi, L., see Bousseksou, A. 

Topaler, M., see Makarov, D.E. 

Topol, I.A., S.K. Burt and A.A. Rashin, Can contemporary density functional theory yield 
accurate thermodynamics for hydrogen bonding? 

Tornaghi, E., W. Andreoni, P. Carloni, J. Hutter and M. Parrinello, Carboplatin versus 
cisplatin: density functional approach to their molecular properties 

Toscani, S., see Céolin, R. 

Tostes, J.G.R., see Taft, C.A. 

Téth, G. and K. Heinzinger, Molecular dynamics study of an iodide and a lithium ion at the 
water—liquid mercury interface 

Toto, J.L., T.T. Toto and C.P. de Melo, A comparative study of the effect of electron 
correlation in the hyperpolarizability of polyyne, polyacetylene and polypyrrole oligomers 

Toto, J.L., see Toto, T.T. 

Toto, T.T., J.L. Toto, C.P. De Melo, M. Hasan and B. Kirtman, Ab initio finite oligomer 
method for nonlinear optical properties of conjugated polymers. Effect of electron 
correlation on the static longitudinal hyperpolarizability of polyacetylene 

Toto, T.T., see Toto, J.L. 

Towler, M.D., see Mackrodt, W.C. 

Towrie, M., see Simpson, C.J.S.M. 

Towrie, M., see Simpson, C.J.S.M. 

Toyota, K., J. Hasegawa and H. Nakatsuji, SAC-CI study of the excited states of free base 
tetrazaporphin 

Trénec, G., see Bazalgette, G. 

Treutler, O., see Eichkorn, K. 

Trokhymchuk, A., see Henderson, D. 

Trouw, F., see Edler, K.J. 

Truhlar, D.G., see Assfeld, X. 

Truhlar, D.G., see Hawkins, G.D. 

Truhlar, D.G., see Necoechea, W.C. 

Truong, T.N., see Stefanovich, E.V. 

Tsai, J.-H.M., see Lo, W.-J. 

Tsang, S.C., P. de Oliveira, J.J. Davis, M.L.H. Green and H.A.O. Hill, The structure of the 
carbon nanotube and its surface topography probed by transmission electron microscopy 
and atomic force microscopy 

Tsang, T., Solid—liquid phase transitions in Lennard-Jones systems 

Tsentalovich, Yu.P., see Morozova, O.B. 

Tsuji, K., see Akiike, M. 

Tsujii, M., see Sugimoto, T. 

Tsujimoto, Y., see Nakagaki, R. 

Tsukahara, K., N. Sawai, K. Koji and T. Nakazawa, Photophysical properties of a new type 
of viologen-bridged triad: the bis(N-propyltetraphenylporphyrinatochlorozindI1)) com- 
plex 

Tsukerblat, B.S., see Borras-Almenar, J.J. 

Tsukuda, T., see Fukuda, Y. 

Tsunashima, S., see Sato, K. 

Tsunashima, S., see Sato, K. 

Tsuzuki, S., T. Uchimaru and K. Tanabe, Conformational analysis of n-alkanes using 
density functional theory. Comparison with ab initio calculations 


248 (1996) 63 
243 (1995) 493 
245 (1995) 343 


247 (1995) 112 


246 (1995) 469 
244 (1995) 100 
248 (1996) 158 


245 (1995) 48 


245 (1995) 660 
244 (1995) 59 


244 (1995) 59 
245 (1995) 660 
250 (1996) 66 
246 (1995) 269 
250 (1996) 342 


250 (1996) 437 
244 (1995) 195 
242 (1995) 652 
245 (1995) 615 
249 (1996) 438 
241 (1995) 438 
246 (1995) 122 
248 (1996) 182 
244 (1995) 65 
242 (1995) 147 


249 (1996) 413 
247 (1995) 179 
246 (1995) 499 
243 (1995) 89 
249 (1996) 304 
244 (1995) 388 


246 (1995) 331 
249 (1996) 7 
242 (1995) 121 
242 (1995) 401 
245 (1995) 432 


246 (1995) 9 





Author index to volumes 24] -—250 


Tuchagues, J.-P., see Bousseksou, A. 

Tung, C.-H. and L.-Z. Wu, A novel type of molecular assembly: aggregates formed by 
molecules with polar chains in nonpolar solvents 

Tufién, I., M.T.C. Martins-Costa, C. Millot and M.F. Ruiz-Lépez, Coupled density 
functional /molecular mechanics Monte Carlo simulations of ions in water. The bromide 
ion 

Turek, A.M., see Mac, M. 

Turgeon, S., see Ilkov, F.A. 

Turnipseed, A.A., M.K. Gilles, J.B. Burkholder and A.R. Ravishankara, LIF detection of 
IO and the rate coefficients for 1+ O, and IO + NO reactions 

Turyna, B., see Hilczer, W. 


Uchida, M., see Momose, T. 
Uchimaru, T., see Tsuzuki, S. 
Uchiyama, S., see Kajiyama, K. 
Ueda, H., see Nakatsuji, H. 
Ueda, K., see Kosugi, N. 

Ueda, K., see Sugimoto, T. 
Ueda, M., see Kamada, K. 
Uehara, H., see Konno, T. 

Uhlik, F., see Sun, M.-L. 

Uma, S. and P.K. Das, 1° production from n-alkyl iodides at 222 nm 
Unterberger, L.D., see Hess, B.C. 


Urano, T.I., S. Machida and K. Sano, Dynamics of a nematic liquid crystal on a 
PBLG-CRA film. Time-resolved infrared spectroscopic study 
Usov, O.M., see Grigoryants, V.M. 


Vaara, J., see Hyv6nen, M. 

Vacek, G., see Leszczyfiski, J. 

Vacha, M., S. Machida and K. Horie, Spectral hole burning in the Soret absorption band of 
a zinc tetrabenzoporphin derivative 

Vachev, V.D. and J.H. Frederick, The (n, 7° ) absorption spectrum of benzophenone. A 
new model for the excited state dynamics 

Vahtras, O., see Norman, P. 

Vala, M., see Szczepanski, J. 

Valentini, J.J., see Ni, H. 

Valladares, R.M., A.J. Fisher and W. Hayes, Path-integral simulations of zero-point effects 
for implanted muons in benzene 

Vallance, C., R.G.A.R. Maclagan and L.F. Phillips, Numerical study of the reaction of CN 
with O, 

Vallet, J.C., A.J. Boeglin, J.P. Lavoine and A.A. Villaeys, Doubly resonant sum-frequency 
generation from molecules with general harmonic potential surfaces 

Van de Craats, A.M. and G. Blasse, The quenching of bismuth(III) luminescence in yttrium 
oxide (Y,0,) 

Van den Boom, R., see Chambaud, G. 

Van der Avoird, A., see Moszynski, R. 

Van der Eerden, J.P., see ten Grotenhuis, E. 

Vanderhoeven, H., see Champagne, B. 


75 
243 (1995) 493 


244 (1995) 157 


241 (1995) 450 
250 (1996) 104 
247(1995) 1 


242 (1995) 427 
247 (1995) 601 


246 (1995) 583 
246 (1995) 9 
247 (1995) 299 
250 (1996) 379 
246 (1995) 475 
249 (1996) 304 
249 (1996) 329 
247 (1995) 529 
246 (1995) 66 
241 (1995) 335 
248 (1996) 141 


242 (1995) 471 
246 (1995) 392 


246 (1995) 300 
244 (1995) 252 


242 (1995) 169 


249 (1996) 476 
242(1995) 7 
245 (1995) 539 
244 (1995) 207 


242(1995) 1 
250 (1996) 59 
241 (1995) 203 
243 (1995) 559 
247 (1995) 79 
247 (1995) 440 


250 (1996) 549 
248 (1996) 301 





76 Author index to volumes 241-250 


Van Grondelle, R., see Monshouwer, R. 

Van Gunsteren, W.F., see Tironi, I.G. 

Van Lenthe, E., see Faas, S. 

Van Lenthe, J.H., see Faas, S. 

Van Mourik, F., see Monshouwer, R. 

Vanquickenborne, L.G., see Nguyen, M.T. 

Van Stam, J., see De Feyter, S. 

Van Walree, C.A., see Flipse, M.C. 

Van Willigen, H., see Steren, C.A. 

Van Willen, C., A hybrid method for the evaluation of the matrix elements of the Coulomb 
potential 

Van Willen, C., see Buhl, M. 

Van Zee, R.J., see Li, S. 

Varandas, A.J.C. and S.P.J. Rodrigues, Internuclear dependence of static dipole polarizabil- 
ity in diatomic molecules 

Varandas, AJ.C., A.A.C.C. Pais, J.M.C. Marques and W. Wang, On the chaperon 
mechanism for association rate constants: the formation of HO, and O, 

Varret, F., see Bousseksou, A. 

Vasil’ev, A.N., see Belsky, A.N. 

Vathyam, S., see Warren, W.S. 

Vatsa, R.K., see Brownsword, R.A. 

Vatsa, R.K., see Pushpa, K.K. 

Vecchiocattivi, F., see Cappelletti, D. 

Velayutham, M., C.S. Gopinath and S. Subramanian, Electronic structure of two heterotrin- 
uclear metal complexes [Ru ,Co(y ,-OXp-CH ,CO,),L,] (L = H,0, Py) 

Vener, M.V., How reliable is the Lippincott—Schroeder potential for the OH..N hydrogen 
bonded fragment in the gas phase? 

Ventura, O.N. and M. Kieninger, The FO, radical: a new success of density functional 
theory 

Venuti, E., see Brillante, A. 

Venuvanalingam, P., see Salai Cheettu Ammal, S. 

Verkhovtseva, E.T., see Kovalenko, S.I. 

Vertes, A., see Bencsura, A. 

Verweij, H., see Brinkman, H.W. 

Veszprémi, T., see Pasinszki, T. 

Viaene, L., see Ferencz, A. 

Vigasin, A.A., Thermally averaged effective dissociation energy of dimers 

Vigasin, A.A., see Huisken, F. 

Vigneron, J.P., see Lambin, Ph. 

Vigué, J., see Bazalgette, G 

Villaeys, A.A., see Jundt, C. 

Villaeys, A.A., see Vallet, J.C. 

Villaeys, A.A., see Lin, S.H. 

Villarreal, P., see Pilar de Lara, M. 

Villarreal, P., see Rubayo-Soneira, J. 

Villarreal, P., see Roncero, O. 

Villarreal, P., see Campos-Martinez, J. 

Vincent, M.A., see Davidson, M.M. 


246 (1995) 341 
250 (1996) 19 
246 (1995) 632 
246 (1995) 632 
246 (1995) 341 
244 (1995) 83 
249 (1996) 46 
245 (1995) 297 
245 (1995) 244 


245 (1995) 648 
247 (1995) 63 
243 (1995) 275 


245 (1995) 66 


249 (1996) 264 
243 (1995) 493 
243 (1995) 552 
247 (1995) 207 
249 (1996) 162 
249 (1996) 167 
248 (1996) 237 


249 (1996) 71 


244 (1995) 89 


245 (1995) 488 
246 (1995) 619 
248 (1996) 153 
250 (1996) 309 
247 (1995) 142 
247 (1995) 386 
250 (1996) 466 
245 (1995) 23 
242 (1995) 33 
245 (1995) 319 
245 (1995) 85 
244 (1995) 195 
241 (1995) 84 
241 (1995) 203 
249 (1996) 20 
242 (1995) 336 
243 (1995) 236 
246 (1995) 187 
246 (1995) 197 
246 (1995) 536 





Author index to volumes 241-250 


Visscher, L., see Partridge, H. 

Visticot, J.-P., see Gaveau, M.A. 

Vivian, J.T., see Callis, P.R. 

Voelkel, D., see Scherer, J.J. 

Vogel, M., see Gruber, A. 

Vogt, P., M. Schmitt and W. Kiefer, Continuum resonance Raman scattering in 2” Br 
and "<2. Experimental verification of the reflection principle 

Volatron, F., see Berthe-Gaujac, N. 

Volpp, H.-R., see Laurent, T. 

Volpp, H.-R., see Brownsword, R.A. 

Von Borczyskowski, C., see Gruber, A. 

Von Borczyskowski, C., see Rempel, U. 

Von Borczyskowski, C., see Wrachtrup, J. 

Von Czarnowski, A. and K.H. Meiwes-Broer, Infrared-active vibrational modes in C., 
fullerene 

Von Maltzan, B., see Rempel, U. 

Von Niessen, W., see Adcock, W. 

Von Niessen, W., see Mai, J. 

Von Raumer, M. and P. Suppan, Transient absorption spectra and photocurrent kinetics of 
benzophenone and its radical anion 

Von Szentpély, L., Valence states and a universal potential energy curve for covalent and 
ionic bonds 

Vortler, H.L., see Smith, W.R. 

Voth, G.A., see Pavese, M. 

Vreven, T., see Yamamoto, N. 


Wiackerle, G., see Butscher, R. 

Wada, Y., see Hasegawa, Y. 

Wagner, A.F., see Burleigh, D.C. 

Waldeck, D.H., see Dutt, G.B. 

Wales, D.J., see Doye, J.P.K. 

Walker, G.C., see Diller, R. 

Walker II, L.A., S. Pullen, B. Donovan and R.J. Sension, On the structure of iodine 
charge-transfer complexes in solution 

Walker II, L.A., see Pullen, S. 

Wallaart, H.L., B. Piar, M.-Y. Perrin and J.-P. Martin, C, formation in vibrationally 
excited CO 

Wallace-Williams, S.E., see Moller, S. 

Walsh, R., see Becerra, R. 

Walsh, T.D.G., see Ilkov, F.A. 

Walton, A.R. and D.E. Manolopoulos, Application of the frozen Gaussian approximation to 
the photodissociation of CO, 

Wang, C.-C., L. Nemes and K.-C. Lin, New observations on the B state of the CH radical 
from UV multiphoton dissociation of ketene 

Wang, C.-R., R.-B. Huang, Z.-Y. Liu and L.-S. Zheng, C,B 
and ab initio calculations 

Wang, D.W., see Wang, K.Z. 

Wang, H.J., see Pan, H. 


(n < 13): laser generation 


77 


246 (1995) 33 
246 (1995) 307 
244 (1995) 53 
245 (1995) 273 
242 (1995) 465 


243 (1995) 64 
243 (1995) 165 
247 (1995) 321 
249 (1996) 162 
242 (1995) 465 
245 (1995) 253 
245 (1995) 262 


246 (1995) 321 
245 (1995) 253 
244 (1995) 433 
247 (1995) 189 


250 (1996) 91 


245 (1995) 209 
249 (1996) 470 
249 (1996) 231 
250 (1996) 373 


249 (1996) 444 
248 (1996) 8 
245 (1995) 679 
245 (1995) 437 
247 (1995) 339 
241 (1995) 109 


242 (1995) 177 
242 (1995) 415 


246 (1995) 587 
243 (1995) 579 
250 (1996) 111 
247(1995) 1 


244 (1995) 448 
245 (1995) 585 
242 (1995) 355 


243 (1995) 217 
241 (1995) 185 





Author index to volumes 24/—250 


Wang, J., see Laaksonen, A 

Wang, K.Z., Z.Q. Xue, M. Ouyang, D.W. Wang, H.X. Zhang and C.H. Huang 
polynitrile m acceptor for electronic switching devices 

Wang, L., see Shen, G. 

Wang, W., see Varandas, A.J.C. 

Wang, X., C.R. Randall, G. Peng and S.P. Cramer, Spin-polarized and site-selective X-ray 
absorption. Demonstration with Fe porphyrins and KB detection 

Wang, Z., P. Day and R. Pachter, Ab initio study of C. isomers: geometry and vibrational 
frequencies 

Wang, Z., see Zhong, Q. 

Warman, J.M., M.P. de Haas and A. Rupprecht, DNA: a molecular wire? 

Warren, W.S., S. Lee, W. Richter and S. Vathyam, Correcting the classical dipolar 
demagnetizing field in solution NMR 

Watanabe, I., see Takahashi, N. 

Watanabe, S. and Y. Sugita, Anisotropic dynamic polarization of surface vibrations 
associated with H on stepped Si(111) 

Watanabe, Y., Y. Inoue and K. Sato, Catalytic activity of a Ag thin film activated by 
surface acoustic waves generated on different ferroelectric substrates 

Watson, C.W., see Jackson, N.A. 

Watts, J.D., J.A. Franz and R.J. Bartlett, Radical hydrogen transfer reactions: benchmark 
calculations on the C,H,...H...C,H, transition state 

Watts, J.D., see Del Bene, J.E. 

Watzl, M. and A.F. Minster, Turing-like spatial patterns in a polyacrylamide—methylene 
blue—sulfide—oxygen system 

Weber, J., see Wesolowski, T.A. 

Wegh, R.T. and A. Meijerink, Cooperative luminescence of ytterbium({III) in La,O, 

Wegmann, G., see Haring Bolivar, P. 

Wegner, G., see Ferencz, A. 

Wehlburg, C., see Szczepanski, J. 

Wei, S., see Snyder, E.M. 

Weigold, E., see Adcock, W. 

Weiner, B.R., see Chen, X. 

Weiss, A.M., see Sorek, Y. 

Weiss, K., see Bagus, P.S. 

Weiss, Th., see Salzgeber, R.F. 

Weitz, E., see Fairbrother, D.H. 

Weldon, D.N., W.J. Blau and H.W. Zandbergen, A high resolution electron microscopy 
investigation of curvature in carbon nanotubes 

Weltner Jr., W., see Li, S. 

Wen, C.-R., see Chen, J.-M. 

Wendin, G., see Luberek, J. 

Werncke, W., see Johr, T. 

Werts, M.H.V., see Pirotta, M. 

Wesolowski, T.A. and J. Weber, Kohn—Sham equations with constrained electron density: 
an iterative evaluation of the ground-state electron density of interacting molecules 

Weyers, K., see Radloff, W. 

Weyh, Th., K. Ahmed and W. Demtréder, Radiative lifetimes, quenching cross sections 
and population mechanisms of the C 'Tl,, 2 *I, and 1 °A, states of ’Li, 


Y 


241 (1995) 380 


243 (1995) 217 
241 (1995) 577 
249 (1996) 264 


243 (1995) 469 


248 (1996) 121 
248 (1996) 277 
249 (1996) 319 


247 (1995) 207 
246 (1995) 183 


244 (1995) 105 


244 (1995) 231 
243 (1995) 564 


249 (1996) 496 
246 (1995) 541 


242 (1995) 273 
248 (1996) 71 
246 (1995) 495 
245 (1995) 534 
245 (1995) 23 
245 (1995) 539 
248 (1996) 1 
244 (1995) 433 
247 (1995) 313 
244 (1995) 371 
248 (1996) 129 
249 (1996) 237 
246 (1995) 513 


241 (1995) 365 
243 (1995) 275 
246 (1995) 285 
248 (1996) 147 
246 (1995) 521 
250 (1996) 576 


248 (1996) 71 
245 (1995) 400 


248 (1996) 442 





Author index to volumes 241-250 


White, C.A., B.G. Johnson, P.M.W. Gill and M. Head-Gordon, Comment on **A general- 
ized fast multipole approach for Hartree-Fock and density functional computations”’ 

White, J.A., see Kay, M 

White, J.W., see Fullagar, W.K 

White, J.W., see Edler, KJ 

White, R., see Bazalgette, G 

Whitham, C.J., see Lakin, N.M 

Wiechert, M., see Fantucci, P 

Wiersma, D.A., see de Boeij, W.P 

Wiessner, A., see Petrov, N.Kh 

Wild, U.P., see Pirotta, M 

Wilkes, J., see Friedrich, C.M 

Willets, A., see Klatt, G 

Williams, G.P., see Lamont, C.L.A 

Williams, S.D., see Hamilton, T.P 

Willis, A.G., see Hamilton, T.P 

Wilson, G.J., W.H.F. Sasse and A.W.-H. Mau, Singlet and triplet energy transfer processes 
in ruthenium(II) bipyridine complexes containing covalently bound arenes 

Wilson, K.R., see Messina, M 

Wilson, M.A., see Benjamin, | 

Wilson, S.R., see Bensasson, R.V. 

Windholz, L., see Polly, R. 

Winkel, J.F., see Kirkwood, D.A. 

Winkler, C., Dimer concentrations in supersonic molecular beams 

Winkler, D.A., see Adcock, W 


Winterbottom, F., see Ball, S.M 
Wodtke, A.M., see Nooney, M. 
Woenckhaus, J., see Schlecht, S 
Woerner, M., see Hasche, T. 
Wolfrum, J., see Schulz, C. 
Wolfrum 


. J., see Laurent, T. 

Wolfrum, J., see Brownsword, R.A. 

Wolfrum, J., see Kéllner, M. 

Wolfsberg, M., see Fritzsche, S. 

W8ll, Ch., see Bagus, P.S. 

Woon, D.E., A correlated ab initio study of linear carbon-chain radicals C,H (nm = 2-7) 

Worthy, G., see Healey, F. 

Wortmann, R., see Blanchard-Desce, M. 

Waste, L., see Schreiber, E. 

Woudenberg, R.H., see Flipse, M.C. 

Wrachtrup, J., C. von Borczyskowski, J. Bernard, R. Brown and M. Orrit, Hahn echo 
experiments on a single triplet electron spin 

Wrachtrup, J., see Gruber, A. 

Wright, A.O., L.R. Olsen and J.C. Wright, High pressure solid state chemistry defect 
dynamics using site selective laser spectroscopy 

Wright, J.C., see Wright, A.O. 

Wright, J.C., see Geng, L. 

Wright, K.R. and X. Zhao, Analysis of HCO dissociation using classical trajectories 


248 (1996) 482 
245 (1995) 311 
245 (1995) 102 
249 (1996) 438 
244 (1995) 195 
250 (1996) 9 
250 (1996) 47 
247 (1995) 264 
241 (1995) 127 
250 (1996) 576 
247 (1995) 348 
249 (1996) 272 
243 (1995) 429 
246 (1995) 59 
246 (1995) 59 


250 (1996) 583 
241 (1995) 502 
243 (1995) 222 
245 (1995) 566 
249 (1996) 174 
247 (1995) 332 
242 (1995) 39 
244 (1995) 433 
245 (1995) 1 
245 (1995) 377 
246 (1995) 315 
244 (1995) 164 
242 (1995) 259 
247 (1995) 321 
249 (1996) 162 
250 (1996) 355 
242 (1995) 361 
248 (1996) 129 
244 (1995) 45 
243 (1995) 133 
243 (1995) 526 
242 (1995) 106 
245 (1995) 297 


245 (1995) 262 
242 (1995) 465 


244 (1995) 395 
244 (1995) 395 
249 (1996) 105 
246 (1995) 387 





80 Author index to volumes 241-250 


Wu, F., see Chen, X. 
Wu, G., The fractal character in the eigenstates of highly excited vibrational manifolds 
Wu, G., An algebraic approach to the molecular electronic systems. The dynamical 
interpretation for the Hiickel orbitals in the coset space representation 
Wu, G., The classical noncompact algebraic approach to the highly excited multi-mode 
vibrational dynamics 
Wu, G., D. Rovnyank, B. Sun and R.G. Griffin, High-resolution multiple quantum MAS 
NMR spectroscopy of half-integer quadrupolar nuclei 
, J., see Shao, Y. 
, L.-Z., see Tung, C.-H. 
, M., see Kuppermann, A. 
, T., see Shen, Y. 
, Y.-S.M., see Kuppermann, A. 
Wudl, F., see McElvain, J. 
Wudl, F., see Sariciftci, N.S. 


Xie, D. and G. Yan, The potential energy surface and the highly excited vibrational band 
origins of the water molecule 

Xie, S., see Li, Y. 

Xing, K., see Tucci, G. 

Xu, H. and M. Kotbi, Orientational pair correlation function of liquid water from a reverse 
Monte Carlo study 

Xu, H., see Dai, D. 

Xu, J.H., A. Gozzini, F. Mango and R.A. Bernheim, Na(3’P) sensitized Na, emission 
spectra enhanced by polydimethylsiloxane vapors 

Xu, Y., M. Fukushima, T. Amano and A.R.W. McKellar, Infrared absorption spectroscopy 
of molecular ions in a corona-discharge slit expansion 

Xu, Y., Z. Zdraveski and M. Schell, Mechanistic significance of universal and nonuniversal 
behaviors accompanying chemical instabilities 

Xue, Z.Q., see Wang, K.Z. 

Xujia, Z. and C.D. Jonah, Temperature dependence of the benzophenone anion solvation in 
1-propanol 


Yacob, A.R., see Mile, B. 

Yahiro, H., K. Yamaji, M. Shiotani, S. Yamanaka and M. Ishikawa, An ESR study on the 
thermal electron excitation of a sodium atom incorporated in a silicon clathrate 
compound 

Yakushi, K., see Denisov, V.N. 

Yamabe, S., see Hiraoka, K. 

Yamabe, S., see Hiraoka, K. 

Yamabe, T., see Tanaka, K. 

Yamada, S., see Nakano, M. 

Yamagishi, H., H. Taiko, S. Shimogawara, A. Murakami, T. Noro and K. Tanaka, The 
structures of the cyclic-C,H radical — an interstellar molecule 

Yamaguchi, K., see Nakano, M. 

Yamaguchi, Y., see Gobbi, A. 

Yamaji, K., see Yahiro, H. 

Yamamoto, K., see Funasaka, H. 


247 (1995) 313 
242 (1995) 333 


246 (1995) 413 


248 (1996) 77 


249 (1995) 210 
248 (1996) 366 
244 (1995) 157 
243 (1995) 586 
242 (1995) 83 
241 (1995) 229 
247 (1995) 221 
247 (1995) 510 


248 (1996) 409 
247 (1995) 253 
244 (1995) 139 


248 (1995) 89 
245 (1995) 503 


243 (1995) 474 


242 (1995) 126 


247 (1995) 589 
243 (1995) 217 


245 (1995) 421 


250 (1996) 313 


246 (1995) 167 
246 (1995) 176 
241 (1995) 623 
245 (1995) 14 
241 (1995) 149 
250 (1996) 247 


250 (1996) 165 
250 (1996) 247 
244(1995) 27 
246 (1995) 167 
241 (1995) 154 





Author index to volumes 241-250 


Yamamoto, M., see Cao, H. 

Yamamoto, N., T. Vreven, M.A. Robb, M.J. Frisch and H.B. Schlegel, A direct derivative 
MC-SCF procedure 

Yamanaka, S., see Yahiro, H. 

Yamanaka, T., see Hasegawa, Y. 

Yamanouchi, K., see Izuha, M. 

Yamashita, T., see Shirota, H. 

Yamashita, Y., see Denisov, V.N. 

Yamazaki, I., see Ohta, N. 

Yamazaki, I., see Ohta, N. 

Yan, G., see Xie, D. 

Yanagida, S., see Hasegawa, Y. 

YAfiez, M., see Gonzalez, A.I. 

Yang, G., see Li, Y. 

Yang, J.-P., Transient spectral investigations of two-photon absorption in poly( p- 
phenylenevinylene) 

Yang, S., see Lu, W. 

Yang, S.-C., see Chen, J.-M. 

Yang, W., see Pérez-Jord4, J.M. 

Yang, W., see Pérez-Jordé, J.M. 

Yang, Y., see Shen, Y. 

Yannacopoulos, A.N., A.S. Tomlin, J. Brindley, J.H. Merkin and M.J. Pilling, The error of 
the quasi steady-state approximation in spatially distributed systems 

Yaremko, A.M., see Ratajczak, H. 

Yartsev, A., J.-L. Alvarez, U. Aberg and V. Sundstrém, Overdamped wavepacket motion 
along a barrierless potential energy surface in excited state isomerization 

Yasui, M., see Ishida, T. 

Ye, T.-Q., see Arnold, C.J. 

Yee, W.A., see Moller, S. 

Yelon, A., see Ouhlal, A. 

Yeretzian, C., see Albert, K. 

Yin, Y.-Y., D.S. Elliott, R. Shehadeh and E.R. Grant, Two-pathway coherent control of 
photoelectron angular distributions in molecular NO 

Yip, B., see Schulz, C. 

Yiu, C.L., see Kleinekathéfer, U. 

Yokoyama, A., see Sato, K. 

Yokoyama, A., see Sato, K. 

Yokoyama, S., see Saito, Y. 

Yonezawa, Y., see Sato, T. 

Yoon, M., see Jeoung, S.C. 

Yoshida, H., see Tachikawa, H. 

Yoshihara, K., see Kim, T.-S. 

Yoshikawa, H., see Ishida, T. 

Yoshikawa, M. and D.M. Hirst, A theoretical study of the low-lying doublet states of the 
molecular ions GaF* and GaCl* 

Yourshaw, I., see De Beer, E. 

Yu, C., see Chang, N. 

Yu, H., see McElvain, J. 


81 
246 (1995) 171 


250 (1996) 373 
246 (1995) 167 
248 (1996) 8 
242 (1995) 435 
243 (1995) 297 
246 (1995) 176 
241 (1995) 195 
244 (1995) 355 
248 (1996) 409 
248 (1996) 8 
248 (1996) 102 
247 (1995) 253 


243 (1995) 129 
241 (1995) 373 
246 (1995) 285 
241 (1995) 469 
247 (1995) 484 
242 (1995) 83 


248 (1996) 63 
243 (1995) 348 


243 (1995) 281 
247 (1995) 7 
248 (1996) 464 
243 (1995) 579 
243 (1995) 269 
245 (1995) 671 


241 (1995) 591 
242 (1995) 259 
249 (1996) 257 
242 (1995) 401 
245 (1995) 432 
250 (1996) 80 
242 (1995) 310 
241 (1995) 533 
241 (1995) 7 
247 (1995) 541 
247(1995) 7 


244 (1995) 258 
244 (1995) 400 
242 (1995) 232 
247 (1995) 221 





82 Author index to volumes 241-250 


Yu, J., see Lin, S.H. 
Yukhnevich, G.V., see Huisken, F. 
Yurkovskaya, A.V., see Morozova, O.B. 


Zabrodsky Hel-Or, H., see Buch, V. 

Zaitsevskii, A. and J.-P. Malrieu, Multi-partitioning Moller—Plesset perturbation theory. A 
state-selective formulation 

Zamboni, R., see Muccini, M. 

Zamboni, R., see Muccini, M. 

Zandbergen, H.W., see Weldon, D.N. 

Zare, R.N., see Maechling, C.R. 

Zax, D.B., see Liao, M.-Y. 

Zdraveski, Z., see Xu, Y. 

Zembekov, A.A., see Borondo, F. 

Zen, C.-C. and Y.-P. Lee, Laser-induced fluorescence of the A*Tl,-X°Tl, transition of 
CS; in solid Ne. Reanalysis of vibronic spectra 

Zengin, V., see Berg, L.-E. 

Zerbetto, F., The S,—T, transition of [1.1.1 }propellane: a theoretical study 

Zerbetto, F., see Fowler, P.W. 

Zerbetto, F., see Cepek, C. 

Zerbetto, F., see Campbell, E.E.B. 

Zerbi, G., see Rumi, M. 

Zewail, A.H., see Cheng, P.Y. 

Zewail, A.H., see Heikal, A.A. 

Zewail, A.H., see Kim, S.K. 

Zgierski, M.Z., see Kozlowski, P.M. 

Zhan, C.-G. and S. Iwata, Ab initio studies on structures of the hexa-coordinate phosphorus 
intermediate for the phosphoryl ester exchange and N-—O migration reactions of 
dimethyloxyphosphory|-threonine 

Zhang, D.H., see Peng, T. 

Zhang, H.X., see Wang, K.Z. 

Zhang, J.Z.H., see Peng, T. 

Zhang, N., Y. Matsuo and M. Takami, Reaction of Fe,S} with C,H, studied with a 
radiofrequency ion trap /time-of-flight mass spectrometer 

Zhang, N., see Nakajima, A. 

Zhang, N., see McElvain, J. 

Zhang, Y., see Zhang, Z. 

Zhang, Z., Y. Liang and Y. Zhang, Resonance Raman study on phase transition and 
molecular orientation in black soap films 

Zhang, Z., see Li, Y. 

Zhao, H., see Bensasson, R.V. 

Zhao, X., see Wright, K.R. 

Zhao, Y., see De Beer, E. 

Zharikov, A.A. and S.F. Fischer, Nonexponential ligand rebinding of CO and O, in 
myoglobin controlled by fluctuations of the protein 

Zheng, L.-S., see Wang, C.-R. 

Zhong, B., see Guo, X.Y. 

Zhong, D., see Cheng, P.Y. 


249 (1996) 20 
245 (1995) 319 
246 (1995) 499 


247 (1995) 149 


250 (1996) 366 
242 (1995) 207 
245 (1995) 107 
241 (1995) 365 
241 (1995) 301 
242 (1995) 89 
247 (1995) 589 
246 (1995) 421 


244 (1995) 177 
248 (1996) 283 
241 (1995) 445 
243 (1995) 36 
250 (1996) 537 
250 (1996) 544 
242 (1995) 639 
242 (1995) 369 
242 (1995) 380 
250 (1996) 279 
247 (1995) 379 


247 (1995) 401 
248 (1996) 37 
243 (1995) 217 
248 (1996) 37 


244 (1995) 133 
241 (1995) 295 
247 (1995) 221 
246 (1995) 101 


246 (1995) 101 
247 (1995) 253 
245 (1995) 566 
246 (1995) 387 
244 (1995) 400 


249 (1996) 459 
242 (1995) 355 
242 (1995) 228 
242 (1995) 369 





Author index to volumes 24] -—250 


Zhong, Q., Z. Wang, Y. Sun, Q. Zhu and F. Kong, Vibrational relaxation of dye molecules 
in solution studied by femtosecond time-resolved stimulated emission pumping fluores- 
cence depletion 

Zhong, Y.C., see Song, R. 

Zhong, Y.C., see Song, R. 

Zhou, W., see Cheng, C.-F. 

Zhu, Q., see Zhong, Q 

Zhu, Y., see Garrett, W.R. 

Zhuang, X., H.S. Lackritz and Y.R. Shen, Photo-isomerization of polymer monolayers and 
multi-layers on water 

Ziegler, C.J., see Hill, J.R. 

Zilberg, S., see Kendler, S. 

Zimmt, M.B., see Tepper, R.J. 

Zinth, W., see Arlt, T. 

Ziurys, L.M., see Nuccio, B.P. 

Zope, R.R., A. Kshirsagar and R.K. Pathak, Leading corrections to the Compton profiles 
beyond the impulse approximation: second-order correction 

Zuidema, J., see Folkerts, H.F. 

Zilicke, L., see Krossner, Th. 

Zyrianov, P.V., see Bronnikov, D.K. 


248 (1996) 277 
243 (1995) 324 
247 (1995) 477 
244 (1995) 117 
248 (1996) 277 
246 (1995) 446 


246 (1995) 279 
244 (1995) 218 
242 (1995) 139 
241 (1995) 566 
241 (1995) 559 
247 (1995) 283 


242 (1995) 555 
249 (1996) 59 
241 (1995) 511 
249 (1996) 423 














Quality Assurance for 
Environmental Analysis 


Method Evaluation within the Measurements and Testing Programme (BCR) 
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Quality assurance (QA) for envi- 
ronmental analysis is a growing 
feature of the nineties as is illus- 
trated by the number of QA 
guidelines and systems which 
are being implemented nowa- 
days. This book focuses on the 
technical aspects of quality assur- 
ance. The techniques used in dif- 
ferent analytical fields are 
critically reviewed and existing 
tools for evaluating their per- 
formance are described. Particu- 
lar reference is made to the 
activities of the Measurements 
and Testing Programme (BCR) 
of the European Commission to- 
wards the improvement of qual- 
ity control of environmental 
analysis 
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The primary objective of 
this volume, the first in a 
new series entitled Theo- 
retical and Computational 
Chemistry, is to survey 
some effective approaches 
to understanding, describ- 
ing and predicting ways in 
which solutes and solvents 
interact and the effects 
they have upon each other. 


The treatment of solute/sol- 
vent interactions that is 
presented emphasizes a 
synergism between theory 
and experiment. Data ob- 
tained experimentally are 
used as a basis for develop- 
ing quantitative theoretical 
models that permit the cor- 
relation and interpretation 
of the data, and also pro- 
vide a predictive capabil- 
ity. The latter being of 
course a key motivation 

for these efforts. Linear 
solvation energy relation- 
ships have been quite suc- 
cessful in this respect and 
accordingly receive consid- 
erable attention. Other ef- 
fective approaches, 
including computational 
ones, are also being pur- 
sued, and are discussed in 
several chapters. This is an 
area that is continually 
evolving, and it is hoped 
that the present volume 
will convey a sense of its 
dynamic nature. 
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Part H: Polycarbocyclic Compounds with More than Thirteen Atoms in the 


Fused-Ring System 


Second Supplements to the 2nd Edition of 
Rodd’s Chemistry of Carbon Compounds, Volume III F(partial)/G/H 


This sub-volume is a typical il- 
lustration of the way in which 
supplements to the second edi- 
tion of Rodd’s Chemistry of the 
Carbon Compounds provide a 
carefully crafted survey of the 
whole of organic chemistry. 


It surveys a very large subject 
area of aromatic chemistry: 
phenylalkylbenzenes, benzoic 
acids and related compounds, 
polycyclic aromatic hydrocar- 
bons and their derivatives, 
together with a range of other 
systems including benzocyclo- 
propenes and benzocyclobute- 
nes. All these subjects are dealt 
with thoroughly. Thus, although 
topics of current interest are 
highlighted, such as new syn- 
thetic methodology and control 
of stereochemistry, less familiar 
areas are Certainly not 
neglected and the cider ones 
are brought up to date. 
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